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536 weyHractorsHsoverningHunitialH”tagesHofHxipidHpropletHrormationVVHJournaliofiPhysicaliChemistryiBTH
2022THYZbTH]a[U]bZ 3.4 0

535  singHyachineHxearningHtoHsreatlyHmccelerateH‘athHuntegralHyolecularHpynamicsVVHJournaliofi
ChemicaliTheoryiandiComputationTH2022TH 6.4 4

534 oooperativeHmultivalentHreceptorHbindingHpromotesHexposureHofHtheH”m“”UooVUZHfusionHmachineryH
coreVVHNatureiCommunicationsTH2022THY[THYXXZ 17.4 3

533 ”trainHandHruptureHofHtuVUYHcapsidsHduringHuncoatingVVHProceedingsiofitheiNationaliAcademyiofi
SciencesiofitheiUnitediStatesiofiAmericaTH2022THYYeTHeZYYccdYYYe 11.5 2

532 ‘reservationHofHtuVUYHsagHtelicalHnundleH”ymmetryHbyHnevirimatHusHoentralHtoHyaturationH
unhibitionVHJournaliofitheiAmericaniChemicaliSocietyTH2021THY][THYeY[cUYeY]d 16.4 1

531 “esolvingHtheH”tructuralHpebateHforHtheHtydratedHqxcessH‘rotonHinH×aterVHJournaliofitheiAmericani
ChemicaliSocietyTH2021THY][THYdbcZUYdbd[ 16.4 5

530 yolecularHinteractionsHofHtheHyHandHqHintegralHmembraneHproteinsHofH”m“”UooVUZH2021TH 3

529 ”ynthesisTHoharacterizationTHandH”imulationHofHrourUmrmedHyegamoleculesVHBiomacromoleculesTH
2021THZZTHZ[b[UZ[cZ 6.9 1

528 oooperativeHmultivalentHreceptorHbindingHpromotesHexposureHofHtheH”m“”UooVUZHfusionHmachineryH
coreH2021TH 1

527 –heHhoppingHmechanismHofHtheHhydratedHexcessHprotonHandHitsHcontributionHtoHprotonHdiffusionHinH
waterVHJournaliofiChemicaliPhysicsTH2021THYa]THYe]aXb 3.9 1

526 ‘hysicalHoharacterizationHofH–rioleinHandHumplicationsHforHutsH“oleHinHxipidHpropletHniogenesisVH
JournaliofiPhysicaliChemistryiBTH2021THYZaTHbdc]Ubddd 3.4 1

525
weyHcomputationalHfindingsHrevealHprotonHtransferHasHdrivingHtheHfunctionalHcycleHinHtheHphosphateH
transporterH‘i‘–VHProceedingsiofitheiNationaliAcademyiofiSciencesiofitheiUnitediStatesiofiAmericaTH
2021THYYdTH

11.5 3

524 ”tructuralHoharacterizationHofH‘rotonatedH×aterHolustersHoonfinedHinHt−”yUaH−eolitesVHJournaliofi
theiAmericaniChemicaliSocietyTH2021THY][THYXZX[UYXZY[ 16.4 7

523 mdvancedHyaterialsHforHqnergyU×aterH”ystemsfH–heHoentralH“oleHofH×aterW”olidHunterfacesHinH
mdsorptionTH“eactivityTHandH–ransportVHChemicaliReviewsTH2021THYZYTHe]aXUeaXY 68.1 9

522 mHmultiscaleHcoarseUgrainedHmodelHofHtheH”m“”UooVUZHvirionVHBiophysicaliJournalTH2021THYZXTHYXecUYYX] 2.9 54

521
ummatureHtuVUYHassemblesHfromHsagHdimersHleavingHpartialHhexamersHatHlatticeHedgesHasHpotentialH
substratesHforHproteolyticHmaturationVHProceedingsiofitheiNationaliAcademyiofiSciencesiofitheiUnitedi
StatesiofiAmericaTH2021THYYdTH

11.5 9

520 ooarseUsrainedHrorceHrieldsHfromHtheH‘erspectiveHofH”tatisticalHyechanicsfHnetterH nderstandingHofH
theH†riginsHofHaHym“–uzuHtangoverVHJournaliofiChemicaliTheoryiandiComputationTH2021THYcTHYYcXUYYdX 6.4 10
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519 yolecularHinteractionsHofHthe´ yHandHqHintegralHmembraneHproteinsHofH”m“”UooVUZVHFaradayi
DiscussionsTH2021TH 3.6 5

518 ”tructuralHbasisHofHfastUHandHslowUseveringHactinUcofilactinHboundariesVHJournaliofiBiologicali
ChemistryTH2021THZebTHYXX[[c 5.4 3

517
mHnewHoneUsiteHcoarseUgrainedHmodelHforHwaterfHnottomUupHmanyUbodyHprojectedHwaterHPn y‘erQVH
uuVH–emperatureHtransferabilityHandHstructuralHpropertiesHatHlowHtemperatureVHJournaliofiChemicali
PhysicsTH2021THYa]THX]]YXa

3.9 2

516 xipidUoompositionUyediatedHrorcesHoanH”tabilizeH–ubularHmssembliesHofHuUnm“H‘roteinsVHBiophysicali
JournalTH2021THYZXTH]bUa] 2.9 10

515 mHnewHoneUsiteHcoarseUgrainedHmodelHforHwaterfHnottomUupHmanyUbodyHprojectedHwaterHPn y‘erQVH
uVHseneralHtheoryHandHmodelVHJournaliofiChemicaliPhysicsTH2021THYa]THX]]YX] 3.9 8

514 oonstructingHmanyUbodyHdissipativeHparticleHdynamicsHmodelsHofHfluidsHfromHbottomUupH
coarseUgrainingVHJournaliofiChemicaliPhysicsTH2021THYa]THXd]YZZ 3.9 7

513 oompressiveHandH–ensileHpeformationsHmlterHm–‘HtydrolysisHandH‘hosphateH“eleaseH“atesHinHmctinH
rilamentsVHJournaliofiChemicaliTheoryiandiComputationTH2021THYcTHYeXXUYeY[ 6.4 1

512 yodelingH‘roteinUxipidHunteractionsHduringHViralHmssemblyHofH”m“”UooVUZVHBiophysicaliJournalTH2021TH
YZXTH]ea 2.9 78

511 rorminHodcYZOsHspecificHactinHassemblyHpropertiesHareHtailoredHforHcytokinesisHinHfissionHyeastVH
BiophysicaliJournalTH2021THYZXTHZed]UZeec 2.9 2

510  singHoonstrainedHpensityHrunctionalH–heoryHtoH–rackH‘rotonH–ransfersHandHtoH”ampleH–heirH
mssociatedHrreeHqnergyH”urfaceVHJournaliofiChemicaliTheoryiandiComputationTH2021THYcTHacaeUacba 6.4 4

509 mccurateHandH–ransferableH“eactiveHyolecularHpynamicsHyodelsHfromHoonstrainedHpensityH
runctionalH–heoryVHJournaliofiPhysicaliChemistryiBTH2021THYZaTHYX]cYUYX]dX 3.4 3

508 untegrinUbasedHmechanosensingHthroughHconformationalHdeformationVHBiophysicaliJournalTH2021TH
YZXTH][]eU][ae 2.9 0

507 yicrotubuleH”imulationsH‘rovideHunsightHintoHtheHyolecularHyechanismH nderlyingHpynamicH
unstabilityVHBiophysicaliJournalTH2020THYYdTHZe[dUZeaY 2.9 12

506 mHhelicalHassemblyHofHhumanHq”o“–UuHscaffoldsHreverseUtopologyHmembraneHscissionVHNaturei
StructuraliandiMoleculariBiologyTH2020THZcTHacXUadX 17.6 19

505 ×hatHooordinateHnestHpescribesHtheHmffinityHofHtheHtydratedHqxcessH‘rotonHforHtheHmirU×aterH
unterfacekVHJournaliofiPhysicaliChemistryiBTH2020THYZ]THaX[eUaX]b 3.4 2

504 unterfacialHsolvationHandHslowHtransportHofHhydratedHexcessHprotonsHinHnonUionicHreverseHmicellesVH
PhysicaliChemistryiChemicaliPhysicsTH2020THZZTHYXca[UYXcb[ 3.6 2

503 –“uya˛–HselfUassemblyHandHcompartmentalizationHofHtheHtuVUYHviralHcapsidVHNatureiCommunicationsTH
2020THYYTHY[Xc 17.4 24

502 ×aterUmssistedH‘rotonH–ransportHinHoonfinedHzanochannelsVHJournaliofiPhysicaliChemistryiCTH2020TH
YZ]THYbYdbUYbZXY 3.8 6

(2020-2021)
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501 oholesterolHmltersHtheH†rientationHandHmctivityHofHtheHunfluenzaHVirusHyZHmmphipathicHtelixHinHtheH
yembraneVHJournaliofiPhysicaliChemistryiBTH2020THYZ]THbc[dUbc]c 3.4 8

500 “eactiveHooarseUsrainedHyolecularHpynamicsVHJournaliofiChemicaliTheoryiandiComputationTH2020TH
YbTHZa]YUZa]e 6.4 9

499 nindingHmechanismHofHtheHmatrixHdomainHofHtuVUYHgagHonHlipidHmembranesVHELifeTH2020THeTH 8.9 5

498 mHyultiscaleHooarseUgrainedHyodelHofHtheH”m“”UooVUZHVirionH2020TH 2

497 –emperatureHandH‘haseH–ransferableHnottomUupHooarseUsrainedHyodelsVHJournaliofiChemicali
TheoryiandiComputationTH2020THYbTHbdZ[Ubd]Z 6.4 15

496 yolecularH†riginsHofHtheHnarriersHtoH‘rotonH–ransportHinHmcidicHmqueousH”olutionsVHJournaliofi
PhysicaliChemistryiBTH2020THYZ]THddbdUddcb 3.4 4

495 yultiscaleH”imulationH“evealsH‘assiveH‘rotonH–ransportH–hroughH”q“omHonHtheHyicrosecondH
–imescaleVHBiophysicaliJournalTH2020THYYeTHYX[[UYX]X 2.9 5

494 ”tructuralHbasisHforHpolarizedHelongationHofHactinHfilamentsVHProceedingsiofitheiNationaliAcademyiofi
SciencesiofitheiUnitediStatesiofiAmericaTH2020THYYcTH[X]adU[X]b] 11.5 6

493 yinimalHqxperimentalHniasHonHtheHtydrogenHnondHsreatlyHumprovesHyolecularHpynamicsH
”imulationsHofH×aterVHJournaliofiChemicaliTheoryiandiComputationTH2020THYbTHabcaUabd] 6.4 7

492 pensityHrunctionalH–heoryUnasedH’uantumHyechanicsWooarseUsrainedHyolecularHyechanicsfH
–heoryHandHumplementationVHJournaliofiChemicaliTheoryiandiComputationTH2020THYbTHb[ZeUb[]Z 6.4 4

491 mtomicUscaleHcharacterizationHofHmatureHtuVUYHcapsidHstabilizationHbyHinositolHhexakisphosphateH
Pu‘QVHScienceiAdvancesTH2020THbTH 14.3 17

490 unfluenzaHmHyZHunhibitorHnindingH nderstoodHthroughHyechanismsHofHqxcessH‘rotonH”tabilizationH
andHohannelHpynamicsVHJournaliofitheiAmericaniChemicaliSocietyTH2020THY]ZTHYc]ZaUYc][[ 16.4 9

489 xocalHconformationalHdynamicsHregulatingHtransportHpropertiesHofHaHolHWtHantiporterVHJournaliofi
ComputationaliChemistryTH2020TH]YTHaY[UaYe 3.5 3

488 mnisotropicHyotionsHofHribrilsHpictatedHbyH–heirH†rientationsHinHtheHxamellafHmHooarseUsrainedH
yodelHofHaH‘lantHoellH×allVHJournaliofiPhysicaliChemistryiBTH2020THYZ]TH[aZcU[a[e 3.4 6

487 oompatibleHobservableHdecompositionsHforHcoarseUgrainedHrepresentationsHofHrealHmolecularH
systemsVHJournaliofiChemicaliPhysicsTH2019THYaYTHY[]YYa 3.9 6

486 mdversarialUresidualUcoarseUgrainingfHmpplyingHmachineHlearningHtheoryHtoHsystematicHmolecularH
coarseUgrainingVHJournaliofiChemicaliPhysicsTH2019THYaYTHYZ]YYX 3.9 11

485 ”ystematicHooarseUsrainedHxipidHrorceHrieldsHwithH”emiexplicitH”olvationHviaHVirtualH”itesVHJournaliofi
ChemicaliTheoryiandiComputationTH2019THYaTHZXdcUZYXX 6.4 13

484 ooarseUgrainingHofHmanyUbodyHpathHintegralsfH–heoryHandHnumericalHapproximationsVHJournaliofi
ChemicaliPhysicsTH2019THYaXTHZ]]YX[ 3.9 1
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483 †ffU‘athwayHmssemblyfHmHnroadU”pectrumHyechanismHofHmctionHforHprugsH–hatH ndermineH
oontrolledHtuVUYHViralHoapsidHrormationVHJournaliofitheiAmericaniChemicaliSocietyTH2019THY]YTHYXZY]UYXZZ]16.4 19

482 yultiscaleHmodelHofHintegrinHadhesionHassemblyVHPLoSiComputationaliBiologyTH2019THYaTHeYXXcXcc 5 12

481 ooarseUgrainingHinvolvingHvirtualHsitesfHoentersHofHsymmetryHcoarseUgrainingVHJournaliofiChemicali
PhysicsTH2019THYaXTHYa]YX[ 3.9 9

480 yulticonfigurationalHooarseUsrainedHyolecularHpynamicsVHJournaliofiChemicaliTheoryiandi
ComputationTH2019THYaTH[[XbU[[Ya 6.4 13

479 ooarseUsrainedH”imulationHofHrullUxengthHuntegrinHmctivationVHBiophysicaliJournalTH2019THYYbTHYXXXUYXYX 2.9 9

478 pynamicH‘rotonationHpramaticallyHmffectsHtheHyembraneH‘ermeabilityHofHprugUlikeHyoleculesVH
JournaliofitheiAmericaniChemicaliSocietyTH2019THY]YTHY[]ZYUY[][[ 16.4 22

477 ‘lasticHpeformationHandHrragmentationHofH”trainedHmctinHrilamentsVHBiophysicaliJournalTH2019THYYcTH]a[U]b[2.9 6

476  nderstandingHyissingHqntropyHinHooarseUsrainedH”ystemsfHmddressingHussuesHofH“epresentabilityH
andH–ransferabilityVHJournaliofiPhysicaliChemistryiLettersTH2019THYXTH]a]eU]aac 6.4 25

475 yechanicalHandHkineticHfactorsHdriveHsortingHofHrUactinHcrossUlinkersHonHbundlesVHProceedingsiofithei
NationaliAcademyiofiSciencesiofitheiUnitediStatesiofiAmericaTH2019THYYbTHYbYeZUYbYec 11.5 19

474  nusualH†rganizationHofHuUnm“H‘roteinsHonH–ubularHandHVesicularHyembranesVHBiophysicaliJournalTH
2019THYYcTHaa[UabZ 2.9 13

473 ‘rotonUunducedHoonformationalHandHtydrationHpynamicsHinHtheHunfluenzaHmHyZHohannelVHJournaliofi
theiAmericaniChemicaliSocietyTH2019THY]YTHYYbbcUYYbcb 16.4 12

472 qnaWVm”‘HprocessiveHelongationHisHmodulatedHbyHavidityHonHactinHfilamentsHbundledHbyHtheH
filopodiaHcrossUlinkerHfascinVHMoleculariBiologyiofitheiCellTH2019TH[XTHdaYUdbZ 3.5 20

471 xamellipodiumHisHaHmyosinUindependentHmechanosensorVHProceedingsiofitheiNationaliAcademyiofi
SciencesiofitheiUnitediStatesiofiAmericaTH2018THYYaTHZb]bUZbaY 11.5 46

470 ’uantumHmechanicsWcoarseUgrainedHmolecularHmechanicsHP’yWosUyyQVHJournaliofiChemicaliPhysics
TH2018THY]dTHXY]YXZ 3.9 6

469 yultiscaleHwineticHyodelingH“evealsHanHqnsembleHofHolWtHqxchangeH‘athwaysHinHoloUecYHmntiporterVH
JournaliofitheiAmericaniChemicaliSocietyTH2018THY]XTHYce[UYdX] 16.4 20

468 ’uantumHtheoryHofHmultiscaleHcoarseUgrainingVHJournaliofiChemicaliPhysicsTH2018THY]dTHYXZ[[a 3.9 7

467 yechanismHandHpeterminantsHofHmmphipathicHtelixUoontainingH‘roteinH–argetingHtoHxipidHpropletsVH
DevelopmentaliCellTH2018TH]]THc[UdbVe] 10.2 98

466 †rganizingHmembraneUcurvingHproteinsfHtheHemergingHdynamicalHpictureVHCurrentiOpinioniini
StructuraliBiologyTH2018THaYTHeeUYXa 8.1 16

(2018-2019)
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465  ltraUooarseUsrainedHyodelsHmllowHforHanHmccurateHandH–ransferableH–reatmentHofHunterfacialH
”ystemsVHJournaliofiChemicaliTheoryiandiComputationTH2018THY]THZYdXUZYec 6.4 33

464 yesoscopicHcoarseUgrainedHrepresentationsHofHfluidsHrigorouslyHderivedHfromHatomisticHmodelsVH
JournaliofiChemicaliPhysicsTH2018THY]eTHX]]YX] 3.9 14

463 –heHZXYdHbiomembraneHcurvatureHandHremodelingHroadmapVHJournaliPhysicsiD:iAppliediPhysicsTH
2018THaYTH 3 133

462 qntropicHforcesHdriveHclusteringHandHspatialHlocalizationHofHinfluenzaHmHyZHduringHviralHbuddingVH
ProceedingsiofitheiNationaliAcademyiofiSciencesiofitheiUnitediStatesiofiAmericaTH2018THYYaTHqdaeaUqdbX[11.5 29

461
yolecularHtransportHthroughHmembranesfHmccurateHpermeabilityHcoefficientsHfromH
multidimensionalHpotentialsHofHmeanHforceHandHlocalHdiffusionHconstantsVHJournaliofiChemicali
PhysicsTH2018THY]eTHXcZ[YX

3.9 26

460 ”imulationsHofHzUnm“H‘roteinHunteractionsHwithHyembranesVHJournaliPhysicsiD:iAppliediPhysicsTH2018
THaYTH[aU[b 3

459 satingHmechanismsHduringHactinHfilamentHelongationHbyHforminsVHELifeTH2018THcTH 8.9 14

458 yodulatingHtheHohemicalH–ransportH‘ropertiesHofHaH–ransmembraneHmntiporterHviaHmlternativeH
mnionHrluxVHJournaliofitheiAmericaniChemicaliSocietyTH2018THY]XTHYba[aUYba][ 16.4 13

457 mdvancesHinHcoarseUgrainedHmodelingHofHmacromolecularHcomplexesVHCurrentiOpinioniiniStructurali
BiologyTH2018THaZTHYYeUYZb 8.1 60

456  ltraUooarseUsrainedHxiquidH”tateHyodelsHwithHumplicitHtydrogenHnondingVHJournaliofiChemicali
TheoryiandiComputationTH2018THY]THbYaeUbYc] 6.4 10

455 yultiscaleHsimulationHofHactinHfilamentsHandHactinUassociatedHproteinsVHBiophysicaliReviewsTH2018TH
YXTHYaZYUYa[a 3.7 4

454 unsightsHintoHtheHoooperativeHzatureHofHm–‘HtydrolysisHinHmctinHrilamentsVHBiophysicaliJournalTH2018
THYYaTHYadeUYbXZ 2.9 20

453 –heH–heoryHofH ltraUooarseUsrainingVH[VHooarseUsrainedH”itesHwithH“apidHxocalHqquilibriumHofH
unternalH”tatesVHJournaliofiChemicaliTheoryiandiComputationTH2017THY[THYXYXUYXZZ 6.4 39

452 tighlyHooarseUsrainedH“epresentationsHofH–ransmembraneH‘roteinsVHJournaliofiChemicaliTheoryi
andiComputationTH2017THY[THe[aUe]] 6.4 11

451 oommunicationfHumprovedHabHinitioHmolecularHdynamicsHbyHminimallyHbiasingHwithHexperimentalH
dataVHJournaliofiChemicaliPhysicsTH2017THY]bTHX]YYXZ 3.9 17

450 u“HspectralHassignmentsHforHtheHhydratedHexcessHprotonHinHliquidHwaterVHJournaliofiChemicaliPhysicsTH
2017THY]bTHYa]aXc 3.9 52

449 “eactiveHmolecularHdynamicsHmodelsHfromHmolecularHdynamicsHdataHusingHrelativeHentropyH
minimizationVHChemicaliPhysicsiLettersTH2017THbd[THac[Uacd 2.5 3

448 zonUuniquenessHofHquantumHtransitionHstateHtheoryHandHgeneralHdividingHsurfacesHinHtheHpathH
integralHspaceVHJournaliofiChemicaliPhysicsTH2017THY]bTHYc]YXb 3.9 4
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447 rrictionHyediatesH”cissionHofH–ubularHyembranesH”caffoldedHbyHnm“H‘roteinsVHCellTH2017THYcXTHYcZUYd]VeYY56.2 128

446 “oleHofHsolvationHstructureHinHtheHshuttlingHofHtheHhydratedHexcessHprotonVHJournaliofiChemicali
SciencesTH2017THYZeTHYX]aUYXaY 1.8 3

445
 nderstandingHtheHessentialHprotonUpumpingHkineticHgatesHandHdecouplingHmutationsHinH
cytochromeHoxidaseVHProceedingsiofitheiNationaliAcademyiofiSciencesiofitheiUnitediStatesiofi
AmericaTH2017THYY]THaeZ]UaeZe

11.5 24

444
”imulatingH‘roteinHyediatedHtydrolysisHofHm–‘HandH†therHzucleosideH–riphosphatesHbyHoombiningH
’yWyyHyolecularHpynamicsHwithHmdvancesHinHyetadynamicsVHJournaliofiChemicaliTheoryiandi
ComputationTH2017THY[THZ[[ZUZ[]Y

6.4 25

443 mHyultiscaleHpescriptionHofHniomolecularHmctiveHyatterfH–heHohemistryH nderlyingHyanyHxifeH
‘rocessesVHAccountsiofiChemicaliResearchTH2017THaXTHae]Uaed 24.3 13

442 yechanoregulatedHinhibitionHofHforminHfacilitatesHcontractileHactomyosinHringHassemblyVHNaturei
CommunicationsTH2017THdTHcX[ 17.4 44

441 ‘hosphomimeticH”[pHcofilinHbindsHbutHonlyHweaklyHseversHactinHfilamentsVHJournaliofiBiologicali
ChemistryTH2017THZeZTHYeabaUYeace 5.4 20

440 pelocalizationHandHstretchUbendHmixingHofHtheHt†tHbendHinHliquidHwaterVHJournaliofiChemicaliPhysics
TH2017THY]cTHXd]aX[ 3.9 38

439 –heHmesoscopicHmembraneHwithHproteinsHPyesyU‘QHmodelVHJournaliofiChemicaliPhysicsTH2017THY]cTHX]]YXY3.9 14

438 mctinHrilamentH”trainH‘romotesH”everingHandHoofilinHpissociationVHBiophysicaliJournalTH2017THYYZTHZbZ]UZb[[2.9 30

437 qxtendingHtheHrangeHandHphysicalHaccuracyHofHcoarseUgrainedHmodelsfH†rderHparameterHdependentH
interactionsVHJournaliofiChemicaliPhysicsTH2017THY]cTHX]]YY[ 3.9 38

436 ooarseUsrainedHpirectedH”imulationVHJournaliofiChemicaliTheoryiandiComputationTH2017THY[TH]ae[U]bX[ 6.4 10

435 pevelopmentHofHreactiveHforceHfieldsHusingHabHinitioHmolecularHdynamicsHsimulationHminimallyH
biasedHtoHexperimentalHdataVHJournaliofiChemicaliPhysicsTH2017THY]cTHYbYcYe 3.9 11

434 xongU“angeH†rganizationHofHyembraneUourvingH‘roteinsVHACSiCentraliScienceTH2017TH[THYZ]bUYZa[ 16.8 18

433 ‘rotonHmovementHandHcouplingHinHtheH‘†–HfamilyHofHpeptideHtransportersVHProceedingsiofithei
NationaliAcademyiofiSciencesiofitheiUnitediStatesiofiAmericaTH2017THYY]THY[YdZUY[Ydc 11.5 38

432
ummatureHtuVUYHlatticeHassemblyHdynamicsHareHregulatedHbyHscaffoldingHfromHnucleicHacidHandHtheH
plasmaHmembraneVHProceedingsiofitheiNationaliAcademyiofiSciencesiofitheiUnitediStatesiofiAmericaTH
2017THYY]THqYXXabUqYXXba

11.5 40

431 oompetitionHbetweenH–ropomyosinTHrimbrinTHandHmprWoofilinHdrivesHtheirHsortingHtoHdistinctHactinH
filamentHnetworksVHELifeTH2017THbTH 8.9 50

430 mcidHactivationHmechanismHofHtheHinfluenzaHmHyZHprotonHchannelVHProceedingsiofitheiNationali
AcademyiofiSciencesiofitheiUnitediStatesiofiAmericaTH2016THYY[THqbeaaUqbeb] 11.5 51

(2016-2017)
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429 –heH†riginHofHooupledHohlorideHandH‘rotonH–ransportHinHaHolWtHmntiporterVHJournaliofitheiAmericani
ChemicaliSocietyTH2016THY[dTHY]eZ[UY]e[X 16.4 29

428 ooarseUgrainedHsimulationHrevealsHkeyHfeaturesHofHtuVUYHcapsidHselfUassemblyVHNaturei
CommunicationsTH2016THcTHYYabd 17.4 85

427 yultiscaleHsimulationsHrevealHkeyHfeaturesHofHtheHprotonUpumpingHmechanismHinHcytochromeHcH
oxidaseVHProceedingsiofitheiNationaliAcademyiofiSciencesiofitheiUnitediStatesiofiAmericaTH2016THYY[THc]ZXUa11.5 37

426 yultiscaleHsimulationsHofHproteinUfacilitatedHmembraneHremodelingVHJournaliofiStructuraliBiologyTH
2016THYebTHacUb[ 3.4 13

425 –heHrUactinHbundlerH˛–UactininHminYHisHtailoredHforHringHassemblyHandHconstrictionHduringHcytokinesisH
inHfissionHyeastVHMoleculariBiologyiofitheiCellTH2016THZcTHYdZYU[[ 3.5 35

424 “oleHofH‘resolvationHandHmnharmonicityHinHmqueousH‘haseHtydratedH‘rotonH”olvationHandH
–ransportVHJournaliofiPhysicaliChemistryiBTH2016THYZXTHYce[UdX] 3.4 51

423 oationsH”tiffenHmctinHrilamentsHbyHmdheringHaHweyH”tructuralHqlementHtoHmdjacentH”ubunitsVHJournali
ofiPhysicaliChemistryiBTH2016THYZXTH]aadUbc 3.4 25

422 tydroxideH”olvationHandH–ransportHinHmnionHqxchangeHyembranesVHJournaliofitheiAmericani
ChemicaliSocietyTH2016THY[dTHeeYUYXXX 16.4 155

421 ‘rotonH”olvationHandH–ransportHinH“ealisticH‘rotonHqxchangeHyembraneHyorphologiesVHJournaliofi
PhysicaliChemistryiCTH2016THYZXTH[YcbU[Ydb 3.8 33

420 oomputationallyHqfficientHyultiscaleH“eactiveHyolecularHpynamicsHtoHpescribeHmminoHmcidH
peprotonationHinH‘roteinsVHJournaliofiChemicaliTheoryiandiComputationTH2016THYZTHdceUeY 6.4 32

419 yolecularHmodelingHandHassignmentHofHu“HspectraHofHtheHhydratedHexcessHprotonHinHisotopicallyH
diluteHwaterVHJournaliofiChemicaliPhysicsTH2016THY]aTHYa]aX] 3.9 17

418 pynamicHforceHmatchingfHoonstructionHofHdynamicHcoarseUgrainedHmodelsHwithHrealisticHshortHtimeH
dynamicsHandHaccurateHlongHtimeHdynamicsVHJournaliofiChemicaliPhysicsTH2016THY]aTHZZ]YXc 3.9 23

417 oanHquantumHtransitionHstateHtheoryHbeHdefinedHasHanHexactHtHiHXSHlimitkVHJournaliofiChemicaliPhysics
TH2016THY]]THXd]YYX 3.9 5

416 †nHtheHrepresentabilityHproblemHandHtheHphysicalHmeaningHofHcoarseUgrainedHmodelsVHJournaliofi
ChemicaliPhysicsTH2016THY]aTHX]]YXd 3.9 72

415 yultiscaleH”imulationsH“evealHweyHmspectsHofHtheH‘rotonH–ransportHyechanismHinHtheHoloUecYH
mntiporterVHBiophysicaliJournalTH2016THYYXTHY[[]U]a 2.9 37

414 oouplingH‘roteinHpynamicsHwithH‘rotonH–ransportHinHtumanHoarbonicHmnhydraseHuuVHJournaliofi
PhysicaliChemistryiBTH2016THYZXTHd[deU]X] 3.4 21

413 mHpirectHyethodHforHuncorporatingHqxperimentalHpataHintoHyultiscaleHooarseUsrainedHyodelsVH
JournaliofiChemicaliTheoryiandiComputationTH2016THYZTHZY]]Ua[ 6.4 22

412 –ransitionU–emperedHyetadynamicsHusHaH‘romisingH–oolHforH”tudyingHtheH‘ermeationHofHprugUlikeH
yoleculesHthroughHyembranesVHJournaliofiChemicaliTheoryiandiComputationTH2016THYZTHaYacUaYbe 6.4 33
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411 rascinUHandH˛–UmctininUnundledHzetworksHoontainHuntrinsicH”tructuralHreaturesHthatHpriveH‘roteinH
”ortingVHCurrentiBiologyTH2016THZbTHZbecUZcXb 6.3 58

410 towHcurvatureUgeneratingHproteinsHbuildHscaffoldsHonHmembraneHnanotubesVHProceedingsiofithei
NationaliAcademyiofiSciencesiofitheiUnitediStatesiofiAmericaTH2016THYY[THYYZZbUYYZ[Y 11.5 91

409 mnHanalysisHofHhydratedHprotonHdiffusionHinHabHinitioHmolecularHdynamicsVHJournaliofiChemicaliPhysics
TH2015THY]ZTHXY]YX] 3.9 50

408 tydratedH‘rotonH”tructureHandHpiffusionHatH‘latinumH”urfacesVHJournaliofiPhysicaliChemistryiCTH2015
THYYeTHY]bcaUY]bdZ 3.8 10

407 ‘redictingHtheH”ensitivityHofHyultiscaleHooarseUsrainedHyodelsHtoHtheirH nderlyingHrineUsrainedH
yodelH‘arametersVHJournaliofiChemicaliTheoryiandiComputationTH2015THYYTH[a]cUbX 6.4 10

406 pesigningHfreeHenergyHsurfacesHthatHmatchHexperimentalHdataHwithHmetadynamicsVHJournaliofi
ChemicaliTheoryiandiComputationTH2015THYYTHZ]aYUbX 6.4 42

405 ‘ropensityHofHtydratedHqxcessH‘rotonsHandHtydroxideHmnionsHforHtheHmirU×aterHunterfaceVHJournali
ofitheiAmericaniChemicaliSocietyTH2015THY[cTHYZbYXUb 16.4 78

404 ×henH‘hysicsH–akesH†verfHnm“H‘roteinsHandHyembraneHourvatureVHTrendsiiniCelliBiologyTH2015THZaTHcdXUceZ18.3 183

403
qxploringHValleysHwithoutHolimbingHqveryH‘eakfHyoreHqfficientHandHrorgivingHyetabasinH
yetadynamicsHviaH“obustH†nUtheUrlyHniasHpomainH“estrictionVHJournaliofiChemicaliTheoryiandi
ComputationTH2015THYYTHab[dUaX

6.4 23

402 pynamicHforceHmatchingfHmHmethodHforHconstructingHdynamicalHcoarseUgrainedHmodelsHwithHrealisticH
timeHdependenceVHJournaliofiChemicaliPhysicsTH2015THY]ZTHYa]YX] 3.9 64

401 uonHmixingTHhydrationTHandHtransportHinHaqueousHionicHsystemsVHJournaliofiChemicaliPhysicsTH2015TH
Y]ZTHYd]eXa 3.9 13

400 mHreductionistHperspectiveHonHquantumHstatisticalHmechanicsfHooarseUgrainingHofHpathHintegralsVH
JournaliofiChemicaliPhysicsTH2015THY][THXe]YX] 3.9 7

399 –heHmultiscaleHcoarseUgrainingHmethodVHéuVHmccurateHinteractionsHbasedHonHtheHcentersHofHchargeHofH
coarseUgrainedHsitesVHJournaliofiChemicaliPhysicsTH2015THY][THZ][YYb 3.9 24

398 yembraneHtensionHcontrolsHtheHassemblyHofHcurvatureUgeneratingHproteinsVHNatureiCommunications
TH2015THbTHcZYe 17.4 119

397 yesoscaleH”tudyHofH‘rotonH–ransportHinH‘rotonHqxchangeHyembranesfH“oleHofHyorphologyVHJournali
ofiPhysicaliChemistryiCTH2015THYYeTHYca[UYcbZ 3.8 28

396 uonH–ransportHthroughH ltrathinHqlectrolyteHunderHmppliedHVoltagesVHJournaliofiPhysicaliChemistryiBTH
2015THYYeTHcaYbUZY 3.4 12

395 tydratedHqxcessH‘rotonsHoanHoreateH–heirH†wnH×aterH×iresVHJournaliofiPhysicaliChemistryiBTH2015TH
YYeTHeZYZUd 3.4 60

394 qlectrostaticHinteractionsHbetweenHtheHnniYpHrorminHrtZHdomainHandHactinHinfluenceHactinHfilamentH
nucleationVHStructureTH2015THZ[THbdUce 5.2 12

(2015-2016)
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393 tighlyH”calableHandHyemoryHqfficientH ltraUooarseUsrainedHyolecularHpynamicsH”imulationsVH
JournaliofiChemicaliTheoryiandiComputationTH2014THYXTH]Z[U[Y 6.4 22

392 ‘ersistentH”ubdiffusiveH‘rotonH–ransportHinH‘erfluorosulfonicHmcidHyembranesVHJournaliofiPhysicali
ChemistryiLettersTH2014THaTH[X[cU]Z 6.4 27

391 ”pecialHussueHonHrreeHqnergyVHJournaliofiChemicaliTheoryiandiComputationTH2014THYXTHZb[Y 6.4 3

390 ×ellUtemperedHmetadynamicsHconvergesHasymptoticallyVHPhysicaliReviewiLettersTH2014THYYZTHZ]XbXZ 7.4 182

389 ‘rotonHtransportHunderHexternalHappliedHvoltageVHJournaliofiPhysicaliChemistryiBTH2014THYYdTHdXeXUd 3.4 18

388 unteractionsHofHproteinHkinaseHoU˛–HoYmHandHoYnHdomainsHwithHmembranesfHaHcombinedH
computationalHandHexperimentalHstudyVHJournaliofitheiAmericaniChemicaliSocietyTH2014THY[bTHYYcacUbb 16.4 26

387 nenchmarkH”tudyHofHtheH”ooUpr–nHmpproachHforHaHniomolecularH‘rotonHohannelVHJournaliofi
ChemicaliTheoryiandiComputationTH2014THYXTH]aYU]bZ 6.4 27

386 ohlorideHqnhancesHrluorideHyobilityHinHmnionHqxchangeHyembraneW‘olycationicH”ystemsVHJournaliofi
PhysicaliChemistryiCTH2014THYYdTHd]aUda[ 3.8 21

385 unsightsHintoHtheHtransportHofHaqueousHquaternaryHammoniumHcationsfHaHcombinedHexperimentalH
andHcomputationalHstudyVHJournaliofiPhysicaliChemistryiBTH2014THYYdTHY[b[UcZ 3.4 22

384  nravelingHtheHmysteryHofHm–‘HhydrolysisHinHactinHfilamentsVHJournaliofitheiAmericaniChemicali
SocietyTH2014THY[bTHY[Xa[Ud 16.4 51

383 –ransitionU–emperedHyetadynamicsfH“obustTHoonvergentHyetadynamicsHviaH†nUtheUrlyH–ransitionH
narrierHqstimationVHJournaliofiChemicaliTheoryiandiComputationTH2014THYXTH[bZbU[[ 6.4 47

382 zucleotideHregulationHofHtheHstructureHandHdynamicsHofHsUactinVHBiophysicaliJournalTH2014THYXbTHYcYXUZX 2.9 16

381 ‘athHuntegralHooarseUsrainingH“eplicaHqxchangeHyethodHforHqnhancedH”amplingVHJournaliofi
ChemicaliTheoryiandiComputationTH2014THYXTH[b[]U]X 6.4 9

380 qfficientHandHyinimalHyethodHtoHniasHyolecularH”imulationsHwithHqxperimentalHpataVHJournaliofi
ChemicaliTheoryiandiComputationTH2014THYXTH[XZ[U[X 6.4 63

379 ‘rotonH–ransportHyechanismHofH‘erfluorosulfonicHmcidHyembranesVHJournaliofiPhysicaliChemistryiCTH
2014THYYdTHYc][bUYc]]a 3.8 63

378
yultiscaleHsimulationHrevealsHaHmultifacetedHmechanismHofHprotonHpermeationHthroughHtheH
influenzaHmHyZHprotonHchannelVHProceedingsiofitheiNationaliAcademyiofiSciencesiofitheiUnitediStatesi
ofiAmericaTH2014THYYYTHe[ebU]XY

11.5 60

377 mnHqlectrochemicallyHandH–hermallyH”witchableHponorâ��mcceptorH∕cZ]paisyHohainH“otaxaneVH
AngewandteiChemieTH2014THYZbTHYed]UYede 3.6 16

376 qlectronHtransferHactivationHofHaHsecondHwaterHchannelHforHprotonHtransportHinH∕rere]UhydrogenaseVH
JournaliofiChemicaliPhysicsTH2014THY]YTHZZpaZc 3.9 13
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375 ”olventUrreeTHtighlyHooarseUsrainedHyodelsHforHohargedHxipidH”ystemsVHJournaliofiChemicaliTheoryi
andiComputationTH2014THYXTH]c[XU]c]] 6.4 18

374 oanHtheHringHpolymerHmolecularHdynamicsHmethodHbeHinterpretedHasHrealHtimeHquantumHdynamicskVH
JournaliofiChemicaliPhysicsTH2014THY]XTHYa]YX[ 3.9 22

373 –heH–heoryHofH ltraUooarseUsrainingVHZVHzumericalHumplementationVHJournaliofiChemicaliTheoryiandi
ComputationTH2014THYXTHaZbaUca 6.4 49

372 zucleotideUdependentHlateralHandHlongitudinalHinteractionsHinHmicrotubulesVHJournaliofiMoleculari
BiologyTH2013TH]ZaTHZZ[ZU]b 6.5 25

371 yolecularHmechanismHofHmembraneHbindingHofHtheHs“‘YH‘tHdomainVHJournaliofiMoleculariBiologyTH
2013TH]ZaTH[Xc[UeX 6.5 46

370  nderstandingHtheHroleHofHamphipathicHhelicesHinHzUnm“HdomainHdrivenHmembraneHremodelingVH
BiophysicaliJournalTH2013THYX]TH]X]UYY 2.9 73

369 qffectsHofHm–‘HandHactinUfilamentHbindingHonHtheHdynamicsHofHtheHmyosinHuuH”YHdomainVHBiophysicali
JournalTH2013THYXaTHYbZ]U[] 2.9 12

368 †nHtheHoriginHofHprotonHmobilityHsuppressionHinHaqueousHsolutionsHofHamphiphilesVHJournaliofi
PhysicaliChemistryiBTH2013THYYcTHYa]ZbU[a 3.4 9

367 yolecularHpynamicsH”imulationsHofH‘rotonH–ransportHinH[yHandHzafionH‘erfluorosulfonicHmcidH
yembranesVHJournaliofiPhysicaliChemistryiCTH2013THYYcTHdXceUdXeY 3.8 77

366 xinearHaggregationHofHproteinsHonHtheHmembraneHasHaHpreludeHtoHmembraneHremodelingVH
ProceedingsiofitheiNationaliAcademyiofiSciencesiofitheiUnitediStatesiofiAmericaTH2013THYYXTHZX[ebU]XY 11.5 119

365 ‘roteinUmediatedHtransformationHofHlipidHvesiclesHintoHtubularHnetworksVHBiophysicaliJournalTH2013TH
YXaTHcYYUe 2.9 68

364 piscoveringHcrystalsHusingHshapeHmatchingHandHmachineHlearningVHSoftiMatterTH2013THeTHdaaZ 3.6 32

363 qxploringHtheHbehaviourHofHtheHhydratedHexcessHprotonHatHhydrophobicHinterfacesVHFaradayi
DiscussionsTH2013THYbcTHZb[Ucd 3.6 30

362 mHtybridHmpproachHforHtighlyHooarseUgrainedHxipidHnilayerHyodelsVHJournaliofiChemicaliTheoryiandi
ComputationTH2013THeTHcaXUcba 6.4 56

361 ooarseUgrainingHofHproteinsHbasedHonHelasticHnetworkHmodelsVHChemicaliPhysicsTH2013TH]ZZTHYbaUYc] 2.3 22

360 mutoinhibitionHofHendophilinHinHsolutionHviaHinterdomainHinteractionsVHBiophysicaliJournalTH2013THYX]TH[ebU]X[2.9 18

359 yolecularHoriginsHofHcofilinUlinkedHchangesHinHactinHfilamentHmechanicsVHJournaliofiMoleculariBiologyTH
2013TH]ZaTHYZZaU]X 6.5 36

358 ooarseUgrainingHmethodsHforHcomputationalHbiologyVHAnnualiReviewiofiBiophysicsTH2013TH]ZTHc[Ue[ 21.1 373
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357 zewHandHnotablefHkeyHnewHinsightsHintoHmembraneHtargetingHbyHproteinsVHBiophysicaliJournalTH2013TH
YX]THaYcUe 2.9 3

356 mtomisticHyodelingHofHtheHqlectrodeâ��qlectrolyteHunterfaceHinHxiUuonHqnergyH”torageH”ystemsfH
qlectrolyteH”tructuringVHJournaliofiPhysicaliChemistryiCTH2013THYYcTH[c]cU[cbY 3.8 122

355 –heH–heoryHofH ltraUooarseUsrainingVHYVHseneralH‘rinciplesVHJournaliofiChemicaliTheoryiandi
ComputationTH2013THeTHZ]bbUdX 6.4 114

354 ”olventHrreeHuonicH”olutionHyodelsHfromHyultiscaleHooarseUsrainingVHJournaliofiChemicaliTheoryiandi
ComputationTH2013THeTHYcZUd 6.4 21

353 xigandUdependentHactivationHandHdeactivationHofHtheHhumanHadenosineHmPZmQHreceptorVHJournaliofi
theiAmericaniChemicaliSocietyTH2013THY[aTHdc]eUae 16.4 83

352 piffusionHmechanismsHinHsmecticHionicHliquidHcrystalsfHinsightsHfromHcoarseUgrainedHypHsimulationsVH
SoftiMatterTH2013THeTHacYb 3.6 30

351  nravelingHtheHroleHofHtheHproteinHenvironmentHforH∕rere]UhydrogenasefHaHnewHapplicationHofH
coarseUgrainingVHJournaliofiPhysicaliChemistryiBTH2013THYYcTH]XbZUcY 3.4 31

350 mpplicationHofHtheH”ooUpr–nHmethodHtoHhydroxideHwaterHclustersHandHaqueousHhydroxideHsolutionsVH
JournaliofiPhysicaliChemistryiBTH2013THYYcTHaYbaUce 3.4 50

349 –heHroleHofHaminoHacidHsequenceHinHtheHselfUassociationHofHtherapeuticHmonoclonalHantibodiesfH
insightsHfromHcoarseUgrainedHmodelingVHJournaliofiPhysicaliChemistryiBTH2013THYYcTHYZbeUce 3.4 67

348 yultiUstateHmpproachHtoHohemicalH“eactivityHinHrragmentHnasedH’uantumHohemistryHoalculationsVH
JournaliofiChemicaliTheoryiandiComputationTH2013THeTH]XYdUZa 6.4 18

347 yinimizingHmemoryHasHanHobjectiveHforHcoarseUgrainingVHJournaliofiChemicaliPhysicsTH2013THY[dTHXe]YYY 3.9 14

346 rittingHcoarseUgrainedHdistributionHfunctionsHthroughHanHiterativeHforceUmatchingHmethodVHJournali
ofiChemicaliPhysicsTH2013THY[eTHYZYeXb 3.9 62

345 ooarseUgrainingHofHmultiproteinHassembliesVHCurrentiOpinioniiniStructuraliBiologyTH2012THZZTHY]]UaX 8.1 83

344 oomparisonHbetweenHactinHfilamentHmodelsfHcoarseUgrainingHrevealsHessentialHdifferencesVHStructure
TH2012THZXTHb]YUa[ 5.2 40

343 mHoomputationallyHqfficientH–reatmentHofH‘olarizableHqlectrochemicalHoellsHteldHatHaHoonstantH
‘otentialVHJournaliofiPhysicaliChemistryiCTH2012THYYbTH]eX[U]eYZ 3.8 49

342 †wqH”pectroscopyHandHyolecularHpynamicsH”imulationsHofHzonpolarHandH‘olarHyoleculesHinHuonicH
xiquidsVHACSiSymposiumiSeriesTH2012THZcYUZdc 0.4 4

341 qffectsHofH‘olymerHyorphologyHonH‘rotonH”olvationHandH–ransportHinH‘rotonUqxchangeHyembranesVH
JournaliofiPhysicaliChemistryiCTH2012THYYbTHYeYX]UYeYYb 3.8 42

340 unsightsHintoHtheHmechanismHofHprotonHtransportHinHcytochromeHcHoxidaseVHJournaliofitheiAmericani
ChemicaliSocietyTH2012THY[]THYY]cUaZ 16.4 57
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339 ooarseUgrainedHmodelingHofHtheHselfUassociationHofHtherapeuticHmonoclonalHantibodiesVHJournaliofi
PhysicaliChemistryiBTH2012THYYbTHdX]aUac 3.4 75

338 oomputationallyHqfficientHyulticonfigurationalH“eactiveHyolecularHpynamicsVHJournaliofiChemicali
TheoryiandiComputationTH2012THdTH]db[U]dca 6.4 44

337 weyHstructuralHfeaturesHofHtheHactinHfilamentHmrpZW[HcomplexHbranchHjunctionHrevealedHbyHmolecularH
simulationVHJournaliofiMoleculariBiologyTH2012TH]YbTHY]dUbY 6.5 25

336 ”tructuralHbasisHofHmembraneHbendingHbyHtheHzUnm“HproteinHendophilinVHCellTH2012THY]eTHY[cU]a 56.2 188

335 ‘rotonHtransportHpathwaysHinH∕zire]UhydrogenaseVHJournaliofiPhysicaliChemistryiBTH2012THYYbTHZeYcUZb 3.4 40

334 ooarseUgrainingHawayHelectronicHstructurefHaHrigorousHrouteHtoHaccurateHcondensedHphaseH
interactionHpotentialsVHMoleculariPhysicsTH2012THYYXTHe[aUe]] 1.7 11

333 yolecularHandHthermodynamicHinsightsHintoHtheHconformationalHtransitionsHofHtspeXVHBiophysicali
JournalTH2012THYX[THZd]UeZ 2.9 10

332 ooarseUgrainingHprovidesHinsightsHonHtheHessentialHnatureHofHheterogeneityHinHactinHfilamentsVH
BiophysicaliJournalTH2012THYX[THY[[]U]Z 2.9 34

331 qarlyHstagesHofHtheHtuVUYHcapsidHproteinHlatticeHformationVHBiophysicaliJournalTH2012THYX[THYcc]Ud[ 2.9 53

330 yembraneHbindingHandHselfUassociationHofHtheHepsinHzUterminalHhomologyHdomainVHJournaliofi
MoleculariBiologyTH2012TH]Z[THdXXUYc 6.5 44

329 qxtendingHparallelHscalabilityHofHxmyy‘”HandHmultiscaleHreactiveHmolecularHsimulationsH2012TH 3

328 ‘rotonHconductionHinHexchangeHmembranesHacrossHmultipleHlengthHscalesVHAccountsiofiChemicali
ResearchTH2012TH]aTHZXXZUYX 24.3 47

327 –heHyultiscaleHooarseUsrainingHyethodVHAdvancesiiniChemicaliPhysicsTH2012TH]cUdY 17

326 †ptimalHnumberHofHcoarseUgrainedHsitesHinHdifferentHcomponentsHofHlargeHbiomolecularHcomplexesVH
JournaliofiPhysicaliChemistryiBTH2012THYYbTHd[b[Uc] 3.4 47

325 yesoscaleH”imulationHofH‘rotonH–ransportHinH‘rotonHqxchangeHyembranesVHJournaliofiPhysicali
ChemistryiCTH2012THYYbTHYX]cbUYX]de 3.8 48

324 –heHcuriousHcaseHofHtheHhydratedHprotonVHAccountsiofiChemicaliResearchTH2012TH]aTHYXYUe 24.3 215

323 zanostructuralHorganizationHinHacetonitrileWionicHliquidHmixturesfHmolecularHdynamicsHsimulationsH
andHopticalHwerrHeffectHspectroscopyVHChemPhysChemTH2012THY[THYbdcUcXX 3.2 73

322 yultiscaleHreactiveHmolecularHdynamicsVHJournaliofiChemicaliPhysicsTH2012THY[cTHZZmaZa 3.9 52

(2012-2012)
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321 –heHmultiscaleHcoarseUgrainingHmethodVHéVHumprovedHalgorithmsHforHconstructingHcoarseUgrainedH
potentialsHforHmolecularHsystemsVHJournaliofiChemicaliPhysicsTH2012THY[bTHYe]YYa 3.9 37

320 yechanismHofHmembraneHcurvatureHsensingHbyHamphipathicHhelixHcontainingHproteinsVHBiophysicali
JournalTH2011THYXXTHYZcYUe 2.9 147

319 –heHcoupledHprotonHtransportHinHtheHoloUecYHolPUQWtPSQHantiporterVHBiophysicaliJournalTH2011THYXYTHx]cUe 2.9 18

318 mHoombinedHyetadynamicsHandH mbrellaH”amplingHyethodHforHtheHoalculationHofHuonH‘ermeationH
rreeHqnergyH‘rofilesVHJournaliofiChemicaliTheoryiandiComputationTH2011THcTHZZccUZZd[ 6.4 54

317 weyHintermolecularHinteractionsHinHtheHqVHcoliHcX”HribosomeHrevealedHbyHcoarseUgrainedHanalysisVH
JournaliofitheiAmericaniChemicaliSocietyTH2011THY[[THYbdZdU[d 16.4 31

316 zanostructuralHorganizationHinHcarbonHdisulfideâ��ionicHliquidHmixturesfHmolecularHdynamicsH
simulationsHandHopticalHwerrHeffectHspectroscopyVHJournaliofiChemicaliPhysicsTH2011THY[aTHX[]aXZ 3.9 48

315 ‘rotonHsolvationHandHtransportHinHhydratedHnafionVHJournaliofiPhysicaliChemistryiBTH2011THYYaTHaeX[UYZ 3.4 108

314 qnhancementHofHprotonHconductanceHbyHmutationsHofHtheHselectivityHfilterHofHaquaporinUYVHJournali
ofiMoleculariBiologyTH2011TH]XcTHbXcUZX 6.5 57

313 ×aterHmoleculesHinHtheHnucleotideHbindingHcleftHofHactinfHeffectsHonHsubunitHconformationHandH
implicationsHforHm–‘HhydrolysisVHJournaliofiMoleculariBiologyTH2011TH]Y[THZceUeY 6.5 31

312 untrinsicHbendingHofHmicrotubuleHprotofilamentsVHStructureTH2011THYeTH]XeUYc 5.2 42

311 “econstructingHproteinHremodeledHmembranesHinHmolecularHdetailHfromHmesoscopicHmodelsVH
PhysicaliChemistryiChemicaliPhysicsTH2011THY[THYX][XUb 3.6 21

310 ohemicalHrescueHofHenzymesfHprotonHtransferHinHmutantsHofHhumanHcarbonicHanhydraseHuuVHJournaliofi
theiAmericaniChemicaliSocietyTH2011THY[[THbZZ[U[] 16.4 54

309 unfraredH”pectrumHofHtheHtydratedH‘rotonHinH×aterVHJournaliofiPhysicaliChemistryiLettersTH2011THZTHdYUb 6.4 68

308 qxplorationHofHtransferabilityHinHmultiscaleHcoarseUgrainedHpeptideHmodelsVHJournaliofiPhysicali
ChemistryiBTH2011THYYaTHYYeYYUZb 3.4 20

307 –heHmultiscaleHcoarseUgrainingHmethodVHVuuVHrreeHenergyHdecompositionHofHcoarseUgrainedHeffectiveH
potentialsVHJournaliofiChemicaliPhysicsTH2011THY[]THZZ]YXc 3.9 51

306 mctinHfilamentHremodelingHbyHactinHdepolymerizationHfactorWcofilinVHProceedingsiofitheiNationali
AcademyiofiSciencesiofitheiUnitediStatesiofiAmericaTH2010THYXcTHcZeeU[X] 11.5 81

305 tierarchicalHcoarseUgrainingHstrategyHforHproteinUmembraneHsystemsHtoHaccessHmesoscopicHscalesVH
FaradayiDiscussionsTH2010THY]]TH[]cUacgHdiscussionH]]aUdY 3.6 58

304 –heHmultiscaleHcoarseUgrainingHmethodVHVuVHumplementationHofHthreeUbodyHcoarseUgrainedH
potentialsVHJournaliofiChemicaliPhysicsTH2010THY[ZTHYb]YXc 3.9 92
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303 yultiscaleHcoarseUgrainingHofHtheHproteinHenergyHlandscapeVHPLoSiComputationaliBiologyTH2010THbTHeYXXXdZc5 101

302 ‘robingHselectedHmorphologicalHmodelsHofHhydratedHzafionHusingHlargeUscaleHmolecularHdynamicsH
simulationsVHJournaliofiPhysicaliChemistryiBTH2010THYY]TH[ZXaUYd 3.4 121

301 ooarseUsrainedH“epresentationsHofHxargeHniomolecularHoomplexesHfromHxowU“esolutionH”tructuralH
pataVHJournaliofiChemicaliTheoryiandiComputationTH2010THbTHZeeXU[XXZ 6.4 40

300 “oleHofHproteinHinteractionsHinHdefiningHtuVUYHviralHcapsidHshapeHandHstabilityfHaHcoarseUgrainedH
analysisVHBiophysicaliJournalTH2010THedTHYdUZb 2.9 68

299 ×aterHunderHtheHnm“VHBiophysicaliJournalTH2010THeeTHYcd[UeX 2.9 25

298 yultiscaleHcomputerHsimulationHofHtheHimmatureHtuVUYHvirionVHBiophysicaliJournalTH2010THeeTHZcacUba 2.9 63

297 –heHselfUconsistentHchargeHdensityHfunctionalHtightHbindingHmethodHappliedHtoHliquidHwaterHandHtheH
hydratedHexcessHprotonfHbenchmarkHsimulationsVHJournaliofiPhysicaliChemistryiBTH2010THYY]THbeZZU[Y 3.4 63

296 yechanismHofHfastHprotonHtransportHalongHoneUdimensionalHwaterHchainsHconfinedHinHcarbonH
nanotubesVHJournaliofitheiAmericaniChemicaliSocietyTH2010THY[ZTHYY[eaUc 16.4 130

295 pefiningHoondensedH‘haseH“eactiveHrorceHrieldsHfromHabHunitioHyolecularHpynamicsH”imulationsfH
–heHoaseHofHtheHtydratedHqxcessH‘rotonVHJournaliofiChemicaliTheoryiandiComputationTH2010THbTH[ZZ[U[Z 6.4 36

294 qfficientHyultistateH“eactiveHyolecularHpynamicsHmpproachHnasedHonH”hortU“angeHqffectiveH
‘otentialsVHJournaliofiChemicaliTheoryiandiComputationTH2010THbTH[X[eU]c 6.4 5

293 untricateHroleHofHwaterHinHprotonHtransportHthroughHcytochromeHcHoxidaseVHJournaliofitheiAmericani
ChemicaliSocietyTH2010THY[ZTHYbZZaU[e 16.4 44

292 ‘ropertiesHofHhydratedHexcessHprotonsHnearHphospholipidHbilayersVHJournaliofiPhysicaliChemistryiBTH
2010THYY]THaeZUbX[ 3.4 47

291 oonformationalHswitchingHbetweenHproteinHsubstatesHstudiedHwithHZpHu“HvibrationalHechoH
spectroscopyHandHmolecularHdynamicsHsimulationsVHJournaliofiPhysicaliChemistryiBTH2010THYY]THYcYdcUe[ 3.4 31

290 yolecularHdynamicsHsimulationsHofHpolyglutamineHaggregationHusingHsolventUfreeHmultiscaleH
coarseUgrainedHmodelsVHJournaliofiPhysicaliChemistryiBTH2010THYY]THdc[aU][ 3.4 46

289 ”tructureHandHdynamicsHofHtheHactinHfilamentVHJournaliofiMoleculariBiologyTH2010TH[ebTHZaZUb[ 6.5 74

288 yembraneHdockingHgeometryHandHtargetHlipidHstoichiometryHofHmembraneUboundH‘wo˛–HoZHdomainfH
aHcombinedHmolecularHdynamicsHandHexperimentalHstudyVHJournaliofiMoleculariBiologyTH2010TH]XZTH[XYUYX6.5 43

287 yultiscaleHsimulationHofHproteinHmediatedHmembraneHremodelingVHSeminarsiiniCelliandi
DevelopmentaliBiologyTH2010THZYTH[acUbZ 7.5 32

286 qfficientTH“egularizedTHandH”calableHmlgorithmsHforHyultiscaleHooarseUsrainingVHJournaliofiChemicali
TheoryiandiComputationTH2010THbTHea]Uba 6.4 95
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285 wineticsHofHprotonHmigrationHinHliquidHwaterVHJournaliofiPhysicaliChemistryiBTH2010THYY]TH[[[Ue 3.4 74

284 ‘rotonH–ransferH”tudiedH singHaHoombinedHmbHunitioH“eactiveH‘otentialHqnergyH”urfaceHwithH
’uantumH‘athHuntegralHyethodologyVHJournaliofiChemicaliTheoryiandiComputationTH2010THbTHZabbUZadX 6.4 41

283 ”tructureHandHdynamicsHofHconcentratedHhydrochloricHacidHsolutionsVHJournaliofiPhysicaliChemistryiBTH
2010THYY]THeaaaUbZ 3.4 33

282 yolecularHdynamicsHsimulationsHofHimidazoliumUbasedHionicHliquidWwaterHmixturesfHmlkylHsideHchainH
lengthHandHanionHeffectsVHFluidiPhaseiEquilibriaTH2010THZe]THY]dUYab 2.5 164

281 zucleotideUdependentHconformationalHstatesHofHactinVHProceedingsiofitheiNationaliAcademyiofi
SciencesiofitheiUnitediStatesiofiAmericaTH2009THYXbTHYZcZ[Ud 11.5 97

280 mHcomputerHsimulationHmodelHforHprotonHtransportHinHliquidHimidazoleVHJournaliofiPhysicaliChemistryi
ATH2009THYY[TH]aXcUYc 2.8 49

279 –heHmultiscaleHcoarseUgrainingHmethodVHuVVH–ransferringHcoarseUgrainedHpotentialsHbetweenH
temperaturesVHJournaliofiChemicaliPhysicsTH2009THY[YTHXZ]YX[ 3.9 95

278 mHroleHforHaHspecificHcholesterolHinteractionHinHstabilizingHtheHmpoHconfigurationHofHtheHhumanHmPZmQH
adenosineHreceptorVHStructureTH2009THYcTHYbbXUYbbd 5.2 100

277 unfraredHspectroscopyHandHhydrogenUbondHdynamicsHofHliquidHwaterHfromHcentroidHmolecularH
dynamicsHwithHanHabHinitioUbasedHforceHfieldVHJournaliofiPhysicaliChemistryiBTH2009THYY[THY[YYdU[X 3.4 111

276 mqueousHsolutionsHandHtheirHinterfacesVHJournaliofiPhysicaliChemistryiBTH2009THYY[TH[eecUe 3.4 4

275 ”olventUfreeHlipidHbilayerHmodelHusingHmultiscaleHcoarseUgrainingVHJournaliofiPhysicaliChemistryiBTH
2009THYY[TH]]][Uaa 3.4 76

274 yixedH“esolutionHyodelingHofHunteractionsHinHoondensedU‘haseH”ystemsVHJournaliofiChemicali
TheoryiandiComputationTH2009THaTH[Z[ZU]] 6.4 19

273 ”ystematicHcoarseUgrainingHofHaHmulticomponentHlipidHbilayerVHJournaliofiPhysicaliChemistryiBTH2009TH
YY[THYaXYUYX 3.4 92

272 tybridHcoarseUgrainingHapproachHforHlipidHbilayersHatHlargeHlengthHandHtimeHscalesVHJournaliofi
PhysicaliChemistryiBTH2009THYY[TH]]Y[UZ] 3.4 52

271 qlucidationHofHtheHprotonHtransportHmechanismHinHhumanHcarbonicHanhydraseHuuVHJournaliofithei
AmericaniChemicaliSocietyTH2009THY[YTHcaedUbXd 16.4 72

270 ‘rotonHtransportHpathwayHinHtheHoloHolUWtSHantiporterVHBiophysicaliJournalTH2009THecTHYZYU[Y 2.9 43

269 zewHinsightsHintoHnm“HdomainUinducedHmembraneHremodelingVHBiophysicaliJournalTH2009THecTHYbYbUZa 2.9 68

268 pefiningHcoarseUgrainedHrepresentationsHofHlargeHbiomoleculesHandHbiomolecularHcomplexesHfromH
elasticHnetworkHmodelsVHBiophysicaliJournalTH2009THecTHZ[ZcU[c 2.9 70
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267 yembraneHbindingHbyHtheHendophilinHzUnm“HdomainVHBiophysicaliJournalTH2009THecTHZc]bUa[ 2.9 50

266 –heHpropertiesHofHwaterfHinsightsHfromHquantumHsimulationsVHJournaliofiPhysicaliChemistryiBTH2009TH
YY[THacXZUYe 3.4 187

265 tydratedHexcessHprotonHatHwaterUhydrophobicHinterfacesVHJournaliofiPhysicaliChemistryiBTH2009TH
YY[TH]XYcU[X 3.4 95

264 –ransferableHooarseUsrainedHyodelsHforHuonicHxiquidsVHJournaliofiChemicaliTheoryiandiComputationTH
2009THaTHYXeYUd 6.4 66

263  nusualHhydrophobicHinteractionsHinHacidicHaqueousHsolutionsVHJournaliofiPhysicaliChemistryiBTH2009TH
YY[THcZeYUc 3.4 18

262 pistributedHsaussianHValenceHnondH”urfaceHperivedHfromHmbHunitioHoalculationsVHJournaliofiChemicali
TheoryiandiComputationTH2009THaTHe]eUbY 6.4 29

261 qffectiveHforceHcoarseUgrainingVHPhysicaliChemistryiChemicaliPhysicsTH2009THYYTHZXXZUYa 3.6 97

260 ohapterHcHyultiscaleH”imulationHofHyembranesHandHyembraneH‘roteinsfHoonnectingHyolecularH
unteractionsHtoHyesoscopicHnehaviorVHCurrentiTopicsiiniMembranesTH2008THbXTHYdYUZZa 2.2 14

259 satingHofHtheHmechanosensitiveHchannelHproteinHyscxfHtheHinterplayHofHmembraneHandHproteinVH
BiophysicaliJournalTH2008THe]TH[]ecUaYY 2.9 52

258 ractorsHinfluencingHlocalHmembraneHcurvatureHinductionHbyHzUnm“HdomainsHasHrevealedHbyH
molecularHdynamicsHsimulationsVHBiophysicaliJournalTH2008THeaTHYdbbUcb 2.9 84

257 untrinsicHbendingHandHstructuralHrearrangementHofHtubulinHdimerfHmolecularHdynamicsHsimulationsH
andHcoarseUgrainedHanalysisVHBiophysicaliJournalTH2008THeaTHZ]dcUee 2.9 55

256 mHsystematicHmethodologyHforHdefiningHcoarseUgrainedHsitesHinHlargeHbiomoleculesVHBiophysicali
JournalTH2008THeaTHaXc[Ud[ 2.9 124

255 ”ystematicHmultiscaleHparameterizationHofHheterogeneousHelasticHnetworkHmodelsHofHproteinsVH
BiophysicaliJournalTH2008THeaTH]Yd[UeZ 2.9 112

254 yolecularHdynamicsHsimulationHandHcoarseUgrainedHanalysisHofHtheHmrpZW[HcomplexVHBiophysicali
JournalTH2008THeaTHa[Z]U[[ 2.9 18

253 ’uantumHqffectsH”tronglyHunfluenceHtheH”urfaceH‘remeltingHofHuceVHJournaliofiPhysicaliChemistryiCTH
2008THYYZTH[Z]U[Zc 3.8 41

252 ‘eptideHfoldingHusingHmultiscaleHcoarseUgrainedHmodelsVHJournaliofiPhysicaliChemistryiBTH2008THYYZTHY[XceUeX3.4 79

251 ”pecialHpairHdanceHandHpartnerHselectionfHelementaryHstepsHinHprotonHtransportHinHliquidHwaterVH
JournaliofiPhysicaliChemistryiBTH2008THYYZTHe]abUbb 3.4 263

250 –heHmultiscaleHcoarseUgrainingHmethodVHuVHmHrigorousHbridgeHbetweenHatomisticHandHcoarseUgrainedH
modelsVHJournaliofiChemicaliPhysicsTH2008THYZdTHZ]]YY] 3.9 550
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249 –heHmultiscaleHcoarseUgrainingHmethodVHuuVHzumericalHimplementationHforHcoarseUgrainedHmolecularH
modelsVHJournaliofiChemicaliPhysicsTH2008THYZdTHZ]]YYa 3.9 284

248 mnHimprovedHmultistateHempiricalHvalenceHbondHmodelHforHaqueousHprotonHsolvationHandHtransportVH
JournaliofiPhysicaliChemistryiBTH2008THYYZTH]bcUdZ 3.4 203

247 ooarseUgrainingHinHinteractionHspacefHanHanalyticalHapproximationHforHtheHeffectiveHshortUrangedH
electrostaticsVHJournaliofiPhysicaliChemistryiBTH2008THYYZTHYbZ[XUc 3.4 18

246 mcceleratedH”uperpositionH”tateHyolecularHpynamicsHforHoondensedH‘haseH”ystemsVHJournaliofi
ChemicaliTheoryiandiComputationTH2008TH]THabXUd 6.4 5

245 mHyultiscaleHooarseUsrainingH”tudyHofHtheHxiquidWVacuumHunterfaceHofH“oomU–emperatureHuonicH
xiquidsHwithHmlkylH”ubstituentsHofHpifferentHxengthsVHJournaliofiPhysicaliChemistryiCTH2008THYYZTHYY[ZUYY[e3.8 100

244  nusualHJamphiphilicJHassociationHofHhydratedHprotonsHinHstrongHacidHsolutionVHJournaliofithei
AmericaniChemicaliSocietyTH2008THY[XTH[YZXUb 16.4 37

243 yolecularHdynamicsHsimulationHofHtheHenergeticHroomUtemperatureHionicHliquidTH
YUhydroxyethylU]UaminoUYTZT]UtriazoliumHnitrateHPtqm–zQVHJournaliofiPhysicaliChemistryiBTH2008THYYZTH[YZYU[Y3.4 74

242 †rientationalHdynamicsHofHwaterHinHtheHnafionHpolymerHelectrolyteHmembraneHandHitsHrelationshipH
toHprotonHtransportVHJournaliofiPhysicaliChemistryiBTH2008THYYZTHcca]UbY 3.4 52

241 †riginsHofHenhancedHprotonHtransportHinHtheHYcrHmutantHofHhumanHcarbonicHanhydraseHuuVHJournaliofi
theiAmericaniChemicaliSocietyTH2008THY[XTHYY[eeU]Xd 16.4 30

240 ooarseUgrainingHinHinteractionHspacefHaHsystematicHapproachHforHreplacingHlongUrangeHelectrostaticsH
withHshortUrangeHpotentialsVHJournaliofiPhysicaliChemistryiBTH2008THYYZTH]cYYUZ] 3.4 56

239
 niqueHelasticHpropertiesHofHtheHspectrinHtetramerHasHrevealedHbyHmultiscaleHcoarseUgrainedH
modelingVHProceedingsiofitheiNationaliAcademyiofiSciencesiofitheiUnitediStatesiofiAmericaTH2008TH
YXaTHYZX]Ud

11.5 20

238 “econstructingHatomisticHdetailHforHcoarseUgrainedHmodelsHwithHresolutionHexchangeVHJournaliofi
ChemicaliPhysicsTH2008THYZeTHYY]YX[ 3.9 30

237 zonlinearHquantumHtimeHcorrelationHfunctionsHfromHcentroidHmolecularHdynamicsHandHtheHmaximumH
entropyHmethodVHJournaliofiChemicaliPhysicsTH2008THYZeTHYe]YY[ 3.9 15

236 mHnayesianHstatisticsHapproachHtoHmultiscaleHcoarseHgrainingVHJournaliofiChemicaliPhysicsTH2008THYZeTHZY]YY]3.9 36

235 qffectHofHmembraneHenvironmentHonHprotonHpermeationHthroughHgramicidinHmHchannelsVHJournaliofi
PhysicaliChemistryiBTH2007THYYYTHee[YUe 3.4 19

234
”torageHofHanHexcessHprotonHinHtheHhydrogenUbondedHnetworkHofHtheHdUpathwayHofHcytochromeHoH
oxidasefHidentificationHofHaHprotonatedHwaterHclusterVHJournaliofitheiAmericaniChemicaliSocietyTH
2007THYZeTHZeYXU[

16.4 63

233 yultiscaleHcoarseUgrainingHofHmonosaccharidesVHJournaliofiPhysicaliChemistryiBTH2007THYYYTHYYabbUca 3.4 78

232 ohargeHdelocalizationHinHprotonHchannelsTHufHtheHaquaporinHchannelsHandHprotonHblockageVH
BiophysicaliJournalTH2007THeZTH]bUbX 2.9 106
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231 ohargeHdelocalizationHinHprotonHchannelsTHuufHtheHsyntheticHx”ZHchannelHandHprotonHselectivityVH
BiophysicaliJournalTH2007THeZTHbYUe 2.9 54

230 ooarseUgrainedHpeptideHmodelingHusingHaHsystematicHmultiscaleHapproachVHBiophysicaliJournalTH2007TH
eZTH]ZdeU[X[ 2.9 160

229 yembraneHremodelingHfromHzUnm“HdomainHinteractionsfHinsightsHfromHmultiUscaleHsimulationVH
BiophysicaliJournalTH2007THeZTH[aeaUbXZ 2.9 85

228 ‘rotonHtransportHbehaviorHthroughHtheHinfluenzaHmHyZHchannelfHinsightsHfromHmolecularHsimulationVH
BiophysicaliJournalTH2007THe[TH[]cXUe 2.9 98

227 ooarseUgrainedHfreeHenergyHfunctionsHforHstudyingHproteinHconformationalHchangesfHaHdoubleUwellH
networkHmodelVHBiophysicaliJournalTH2007THe[TH[dbXUcY 2.9 120

226 mreHmanyUbodyHelectronicHpolarizationHeffectsHimportantHinHliquidHwaterkVHJournaliofiChemicali
PhysicsTH2007THYZbTHYZ]aXa 3.9 44

225 yolecularHdynamicsHsimulationHofHnanostructuralHorganizationHinHionicHliquidWwaterHmixturesVH
JournaliofiPhysicaliChemistryiBTH2007THYYYTH]dYZUd 3.4 395

224 uonicHliquidsVHAccountsiofiChemicaliResearchTH2007TH]XTHYXccUd 24.3 243

223 yultiscaleHmodelingHofHbiomolecularHsystemsfHinHserialHandHinHparallelVHCurrentiOpinioniiniStructurali
BiologyTH2007THYcTHYeZUd 8.1 359

222 ‘rotonHsolvationHandHtransportHinHaqueousHandHbiomolecularHsystemsfHinsightsHfromHcomputerH
simulationsVHJournaliofiPhysicaliChemistryiBTH2007THYYYTH][XXUY] 3.4 260

221 ”ystematicHooarseHsrainingHofHniomolecularHandH”oftUyatterH”ystemsVHMRSiBulletinTH2007TH[ZTHeZeUe[] 3.2 34

220 ”patialHteterogeneityHinHuonicHxiquidsVHACSiSymposiumiSeriesTH2007THZcZU[Xc 0.4 23

219 ‘athUuntegralHoentroidHyethodsHinH’uantumH”tatisticalHyechanicsHandHpynamicsVHAdvancesiini
ChemicaliPhysicsTH2007THY[aUZYd 133

218 mtomisticHandHcoarseUgrainedHanalysisHofHdoubleHspectrinHrepeatHunitsfHtheHmolecularHoriginsHofH
flexibilityVHJournaliofiMoleculariBiologyTH2007TH[baTHaZ[U[] 6.5 17

217  nderstandingHionicHliquidsHthroughHatomisticHandHcoarseUgrainedHmolecularHdynamicsHsimulationsVH
AccountsiofiChemicaliResearchTH2007TH]XTHYYe[Ue 24.3 285

216 yultiscaleHcoarseUgrainingHandHstructuralHcorrelationsfHconnectionsHtoHliquidUstateHtheoryVHJournaliofi
PhysicaliChemistryiBTH2007THYYYTH]YYbUZc 3.4 160

215 ’uantumHeffectsHinHliquidHwaterHfromHanHabHinitioUbasedHpolarizableHforceHfieldVHJournaliofiChemicali
PhysicsTH2007THYZcTHXc]aXb 3.9 142

214 mHsecondHgenerationHmesoscopicHlipidHbilayerHmodelfHconnectionsHtoHfieldUtheoryHdescriptionsHofH
membranesHandHnonlocalHhydrodynamicsVHJournaliofiChemicaliPhysicsTH2006THYZ]THb]eXb 3.9 35
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213 mnHaccurateHandHsimpleHquantumHmodelHforHliquidHwaterVHJournaliofiChemicaliPhysicsTH2006THYZaTHYd]aXc 3.9 165

212
pirectHobservationHofHninWamphiphysinW“vsHPnm“QHdomainUinducedHmembraneHcurvatureHbyHmeansH
ofHmolecularHdynamicsHsimulationsVHProceedingsiofitheiNationaliAcademyiofiSciencesiofitheiUnitedi
StatesiofiAmericaTH2006THYX[THYaXbdUcZ

11.5 196

211 yultiscaleHcoarseUgrainingHofHionicHliquidsVHJournaliofiPhysicaliChemistryiBTH2006THYYXTH[ab]Uca 3.4 158

210 ”tructureHofHtheHliquidUvacuumHinterfaceHofHroomUtemperatureHionicHliquidsfHaHmolecularHdynamicsH
studyVHJournaliofiPhysicaliChemistryiBTH2006THYYXTHYdXXUb 3.4 185

209 mHcomparativeHstudyHofHimaginaryHtimeHpathHintegralHbasedHmethodsHforHquantumHdynamicsVHJournali
ofiChemicaliPhysicsTH2006THYZ]THYa]YX[ 3.9 119

208 oomputerHsimulationHofHprotonHsolvationHandHtransportHinHaqueousHandHbiomolecularHsystemsVH
AccountsiofiChemicaliResearchTH2006TH[eTHY][UaX 24.3 365

207 qxtendingHaHspectrinHrepeatHunitVHufHlinearHforceUextensionHresponseVHBiophysicaliJournalTH2006THeXTHeZUYXX2.9 18

206 qxtendingHaHspectrinHrepeatHunitVHuufHruptureHbehaviorVHBiophysicaliJournalTH2006THeXTHYXYUYY 2.9 14

205 ooarseUgrainedHmodelingHofHtheHactinHfilamentHderivedHfromHatomisticUscaleHsimulationsVHBiophysicali
JournalTH2006THeXTHYacZUdZ 2.9 161

204 †riginsHofHprotonHtransportHbehaviorHfromHselectivityHdomainHmutationsHofHtheHaquaporinUYH
channelVHBiophysicaliJournalTH2006THeXTHxc[Ua 2.9 68

203 qxaminingHtheHinfluenceHofHlinkersHandHtertiaryHstructureHinHtheHforcedHunfoldingHofHmultipleUrepeatH
spectrinHmoleculesVHBiophysicaliJournalTH2006THeYTH[][bU]a 2.9 30

202 yesoscopicHmodelingHofHbacterialHflagellarHmicrohydrodynamicsVHBiophysicaliJournalTH2006THeYTH[b]XUaZ 2.9 16

201 rlexibleHsimpleHpointUchargeHwaterHmodelHwithHimprovedHliquidUstateHpropertiesVHJournaliofi
ChemicaliPhysicsTH2006THYZ]THXZ]aX[ 3.9 742

200 yixedHatomisticHandHcoarseUgrainedHmolecularHdynamicsfHsimulationHofHaHmembraneUboundHionH
channelVHJournaliofiPhysicaliChemistryiBTH2006THYYXTHYaX]aUd 3.4 213

199 yodelingHrealHdynamicsHinHtheHcoarseUgrainedHrepresentationHofHcondensedHphaseHsystemsVHJournali
ofiChemicaliPhysicsTH2006THYZaTHYaYYXY 3.9 160

198 –ailHaggregationHandHdomainHdiffusionHinHionicHliquidsVHJournaliofiPhysicaliChemistryiBTH2006THYYXTHYdbXYUd3.4 365

197 oharacterizationHofHtheHsolvationHandHtransportHofHtheHhydratedHprotonHinHtheHperfluorosulfonicHacidH
membraneHnafionVHJournaliofiPhysicaliChemistryiBTH2006THYYXTHYdae]UbXX 3.4 156

196 mHmultistateHempiricalHvalenceHbondHdescriptionHofHprotonatableHaminoHacidsVHJournaliofiPhysicali
ChemistryiATH2006THYYXTHb[YUe 2.8 58
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195 qvaluationHofHnonlinearHquantumHtimeHcorrelationHfunctionsHwithinHtheHcentroidHdynamicsH
formulationVHJournaliofiPhysicaliChemistryiBTH2006THYYXTHYdea[Uc 3.4 12

194 yultiscaleHooarseUsrainingHofHyixedH‘hospholipidWoholesterolHnilayersVHJournaliofiChemicaliTheoryi
andiComputationTH2006THZTHb[cU]d 6.4 133

193 mmphiphilicHcharacterHofHtheHhydratedHprotonHinHmethanolUwaterHsolutionsVHJournaliofiPhysicali
ChemistryiBTH2006THYYXTHcXdaUe 3.4 27

192 yechanismsHofHpassiveHionHpermeationHthroughHlipidHbilayersfHinsightsHfromHsimulationsVHJournaliofi
PhysicaliChemistryiBTH2006THYYXTHZY[ZcU[c 3.4 75

191 mHmultiscaleHcoarseUgrainingHmethodHforHbiomolecularHsystemsVHJournaliofiPhysicaliChemistryiBTH
2005THYXeTHZ]beUc[ 3.4 879

190 ”tructureHofHhydratedHzaUzafionHpolymerHmembranesVHJournaliofiPhysicaliChemistryiBTH2005THYXeTHZ]Z]]Ua[3.4 62

189 ”uperpositionH”tateHyolecularHpynamicsVHJournaliofiChemicaliTheoryiandiComputationTH2005THYTH[bU]X 6.4 10

188 yultiscaleHcoarseHgrainingHofHliquidUstateHsystemsVHJournaliofiChemicaliPhysicsTH2005THYZ[THY[]YXa 3.9 467

187 ‘robingHtheHmolecularUscaleHlipidHbilayerHresponseHtoHshearHflowHusingHnonequilibriumHmolecularH
dynamicsVHJournaliofiPhysicaliChemistryiBTH2005THYXeTHYdbc[Ue 3.4 17

186 qffectiveHforceHfieldHforHliquidHhydrogenHfluorideHfromHabHinitioHmolecularHdynamicsHsimulationHusingH
theHforceUmatchingHmethodVHJournaliofiPhysicaliChemistryiBTH2005THYXeTHbac[Udb 3.4 64

185 mnHefficientHandHaccurateHimplementationHofHcentroidHmolecularHdynamicsHusingHaHsaussianH
approximationVHJournaliofiPhysicaliChemistryiATH2005THYXeTHYYbXeUYc 2.8 4

184 –heHdynamicHstressHresponsesHtoHareaHchangeHinHplanarHlipidHbilayerHmembranesVHBiophysicaliJournalTH
2005THddTHYYX]UYe 2.9 11

183 ‘rotonsHmayHleakHthroughHpureHlipidHbilayersHviaHaHconcertedHmechanismVHBiophysicaliJournalTH2005TH
ddTH[XeaUYXd 2.9 53

182 oouplingHfieldHtheoryHwithHcontinuumHmechanicsfHaHsimulationHofHdomainHformationHinHgiantH
unilamellarHvesiclesVHBiophysicaliJournalTH2005THddTH[daaUbe 2.9 62

181 yultiUscaleHmodelingHofHphaseHseparationHinHmixedHlipidHbilayersVHBiophysicaliJournalTH2005THdeTHZ[daUe] 2.9 45

180 mHcomputationalHstudyHofHtheHclosedHandHopenHstatesHofHtheHinfluenzaHaHyZHprotonHchannelVH
BiophysicaliJournalTH2005THdeTHZ]XZUYY 2.9 41

179 ”ystematicHcoarseUgrainingHofHnanoparticleHinteractionsHinHmolecularHdynamicsHsimulationVHJournali
ofiPhysicaliChemistryiBTH2005THYXeTHYcXYeUZ] 3.4 98

178 mHlinearUscalingHselfUconsistentHgeneralizationHofHtheHmultistateHempiricalHvalenceHbondHmethodHforH
multipleHexcessHprotonsHinHaqueousHsystemsVHJournaliofiChemicaliPhysicsTH2005THYZZTHY]]YXa 3.9 75
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177 qxcessHprotonHsolvationHandHdelocalizationHinHaHhydrophilicHpocketHofHtheHprotonHconductingH
polymerHmembraneHnafionVHJournaliofiPhysicaliChemistryiBTH2005THYXeTH[cZcU[X 3.4 118

176 mbHinitioHmolecularUdynamicsHsimulationHofHaqueousHprotonHsolvationHandHtransportHrevisitedVH
JournaliofiChemicaliPhysicsTH2005THYZ[THX]]aXa 3.9 86

175 mHbondUorderHanalysisHofHtheHmechanismHforHhydratedHprotonHmobilityHinHliquidHwaterVHJournaliofi
ChemicaliPhysicsTH2005THYZZTHY]aXb 3.9 212

174 yultiscaleHcouplingHofHmesoscopicUHandHatomisticUlevelHlipidHbilayerHsimulationsVHJournaliofiChemicali
PhysicsTH2005THYZZTHZ]]cYb 3.9 53

173 †nHtheHamphiphilicHbehaviorHofHtheHhydratedHprotonfHanHabHinitioHmolecularHdynamicsHstudyVH
InternationaliJournaliofiMassiSpectrometryTH2005THZ]YTHYecUZX] 1.9 93

172  niqueHspatialHheterogeneityHinHionicHliquidsVHJournaliofitheiAmericaniChemicaliSocietyTH2005THYZcTHYZYeZU[16.4 853

171 oomputerHsimulationHofHexplicitHprotonHtranslocationHinHcytochromeHcHoxidasefHtheHpUpathwayVH
ProceedingsiofitheiNationaliAcademyiofiSciencesiofitheiUnitediStatesiofiAmericaTH2005THYXZTHbceaUdXX 11.5 77

170 “esponseHtoHâ��oommentHonHâ��mHcentroidHmolecularHdynamicsHstudyHofHliquidHparaUhydrogenHandH
orthoUdeuteriumâ��Hâ��H∕vVHohemVH‘hysVHYZZTHXacYXYHPZXXaQ]VHJournaliofiChemicaliPhysicsTH2005THYZZTHXacYXZ 3.9 7

169 mHcoarseUgrainedHmodelHforHdoubleUhelixHmoleculesHinHsolutionfHspontaneousHhelixHformationHandH
equilibriumHpropertiesVHJournaliofiChemicaliPhysicsTH2005THYZZTHYZ]eXb 3.9 65

168 mllosteryHofHactinHfilamentsfHmolecularHdynamicsHsimulationsHandHcoarseUgrainedHanalysisVH
ProceedingsiofitheiNationaliAcademyiofiSciencesiofitheiUnitediStatesiofiAmericaTH2005THYXZTHY[YYYUb 11.5 161

167 mHcentroidHmolecularHdynamicsHstudyHofHliquidHparaUhydrogenHandHorthoUdeuteriumVHJournaliofi
ChemicaliPhysicsTH2004THYZYTHb]YZUZZ 3.9 89

166 mHnewHperspectiveHonHtheHcoarseUgrainedHdynamicsHofHfluidsVHJournaliofiChemicaliPhysicsTH2004THYZXTH]Xc]Udd3.9 31

165 yolecularHpynamicsH”imulationHofHuonicHxiquidsfHH–heHqffectHofHqlectronicH‘olarizabilityVHJournaliofi
PhysicaliChemistryiBTH2004THYXdTHYYdccUYYddY 3.4 367

164 –heHmechanismHofHprotonHexclusionHinHaquaporinHchannelsVHProteins:iStructureviFunctioniandi
BioinformaticsTH2004THaaTHZZ[Ud 4.2 136

163 wuzq–uoHy†z–qHom“x†â��y†xqo xm“HpYzmyuo”Hm‘‘“†motH–†Hy†pqxH”††–Huzoq‘–u†zVH
CombustioniScienceiandiTechnologyTH2004THYcbTHeeYUYXXa 1.5 60

162 –heHtydratedH‘rotonHatHtheH×aterHxiquidWVaporHunterfaceVHJournaliofiPhysicaliChemistryiBTH2004TH
YXdTHY]dX]UY]dXb 3.4 237

161 oombiningHtheH”emiclassicalHunitialHValueH“epresentationHwithHoentroidHpynamicsâ� VHJournaliofi
PhysicaliChemistryiBTH2004THYXdTHbdd[UbdeZ 3.4 4

160 †nHtheH”tructureHandHpynamicsHofHuonicHxiquidsVHJournaliofiPhysicaliChemistryiBTH2004THYXdTHYc]]UYcaZ 3.4 599
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159 oouplingHfieldHtheoryHwithHmesoscopicHdynamicalHsimulationsHofHmulticomponentHlipidHbilayersVH
BiophysicaliJournalTH2004THdcTH[Z]ZUb[ 2.9 50

158 yesoscopicHlateralHdiffusionHinHlipidHbilayersVHBiophysicaliJournalTH2004THdcTH[ZeeU[YY 2.9 39

157
tybridHmbUunitioWqmpiricalHyolecularHpynamicsfHHoombiningHtheH†zu†yH”chemeHwithHtheH
mtomUoenteredHpensityHyatrixH‘ropagationHPmpy‘QHmpproachVHJournaliofiPhysicaliChemistryiBTH
2004THYXdTH]ZYXU]ZZX

3.4 115

156 qffectiveHforceHfieldsHforHcondensedHphaseHsystemsHfromHabHinitioHmolecularHdynamicsHsimulationfHaH
newHmethodHforHforceUmatchingVHJournaliofiChemicaliPhysicsTH2004THYZXTHYXdebUeY[ 3.9 349

155 –heHcomputerHsimulationHofHprotonHtransportHinHbiomolecularHsystemsVHFrontiersiiniBioscienceiwi
LandmarkTH2003THdTHsY[d]Uce 2.8 19

154 yassivelyHparallelHlinearUscalingHalgorithmHinHanHabHinitioHlocalUorbitalHtotalUenergyHmethodVHJournali
ofiComputationaliPhysicsTH2003THYddTHYUYa 4.1 10

153 mtomUoenteredHpensityHyatrixH‘ropagationHPmpy‘QfHHseneralizationsH singHnohmianHyechanicsâ� VH
JournaliofiPhysicaliChemistryiATH2003THYXcTHcZbeUcZcc 2.8 49

152 oomputationalHstudiesHofHprotonHtransportHthroughHtheHyZHchannelVHFEBSiLettersTH2003THaaZTHZ[Uc 3.8 17

151 mHcomputerHsimulationHstudyHofHtheHhydratedHprotonHinHaHsyntheticHprotonHchannelVHBiophysicali
JournalTH2003THdaTHdb]Uca 2.9 61

150 –heHtheoryHofHelectronHtransferHreactionsfHwhatHmayHbeHmissingkVHJournaliofitheiAmericaniChemicali
SocietyTH2003THYZaTHc]cXUd 16.4 138

149 mnHimprovedH‘olarflexHwaterHmodelVHJournaliofiChemicaliPhysicsTH2003THYYdTHcaX] 3.9 37

148 ‘athHintegralHmolecularHdynamicsHsimulationHofHsolidHparaUhydrogenHwithHanHaluminumHimpurityVH
ChemicaliPhysicsiLettersTH2002TH[baTH]dcU]e[ 2.5 6

147 mHsecondHgenerationHmultistateHempiricalHvalenceHbondHmodelHforHprotonHtransportHinHaqueousH
systemsVHJournaliofiChemicaliPhysicsTH2002THYYcTHad[eUad]e 3.9 266

146 –heHvibrationalHspectrumHofHtheHhydratedHprotonfHoomparisonHofHexperimentTHsimulationTHandH
normalHmodeHanalysisVHJournaliofiChemicaliPhysicsTH2002THYYbTHc[cUc]b 3.9 189

145 oarâ��‘arrinelloHmolecularHdynamicsHsimulationHofHliquidHwaterfHzewHresultsVHJournaliofiChemicali
PhysicsTH2002THYYbTHYX[cZUYX[cb 3.9 101

144 mHoentroidHyolecularHpynamicsHmpproachHforHzonadiabaticHpynamicalH‘rocessesHinHoondensedH
‘hasesfHHtheH”pinUnosonHoaseâ� VHJournaliofiPhysicaliChemistryiBTH2002THYXbTHd]]eUd]aa 3.4 33

143 mbHinitioHmolecularHdynamicsfH‘ropagatingHtheHdensityHmatrixHwithHgaussianHorbitalsVHuVVHrormalH
analysisHofHtheHdeviationsHfromHbornUoppenheimerHdynamicsVHIsraeliJournaliofiChemistryTH2002TH]ZTHYeYUZXZ3.4 63

142 zumericalHapproachesHforHcomputingHnonadiabaticHelectronHtransferHrateHconstantsVHJournaliofi
ChemicaliPhysicsTH2002THYYbTHeYc]UeYdc 3.9 9
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141 mbHinitioHmolecularHdynamicsHsimulationHofHtheHtWun‘PYXXQâ��waterHinterfaceVHJournaliofiChemicali
PhysicsTH2002THYYcTHdcZUdd] 3.9 14

140 yolecularHdynamicsHsimulationHofHprotonHtransportHthroughHtheHinfluenzaHmHvirusHyZHchannelVH
BiophysicaliJournalTH2002THd[THYedcUeb 2.9 104

139 unterfacingHmolecularHdynamicsHandHmacroUscaleHsimulationsHforHlipidHbilayerHvesiclesVHBiophysicali
JournalTH2002THd[THYXZbU[d 2.9 35

138 nridgingHmicroscopicHandHmesoscopicHsimulationsHofHlipidHbilayersVHBiophysicaliJournalTH2002THd[TH[[acUcX2.9 96

137 yolecularHdynamicsHsimulationHofHprotonHtransportHnearHtheHsurfaceHofHaHphospholipidHmembraneVH
BiophysicaliJournalTH2002THdZTHY]bXUd 2.9 86

136 oalculatingHtheHbulkHmodulusHforHaHlipidHbilayerHwithHnonequilibriumHmolecularHdynamicsHsimulationVH
BiophysicaliJournalTH2002THdZTHYZZbU[d 2.9 45

135 mbHinitioHmolecularHdynamicsfH‘ropagatingHtheHdensityHmatrixHwithHsaussianHorbitalsVHuuuVHoomparisonH
withHnornâ��†ppenheimerHdynamicsVHJournaliofiChemicaliPhysicsTH2002THYYcTHdbe]UdcX] 3.9 361

134 ”emiclassicalHmolecularHdynamicsHcomputationHofHspontaneousHlightHemissionHinHtheHcondensedH
phasefH“esonanceH“amanHspectraVHJournaliofiChemicaliPhysicsTH2001THYY]THcY[XUcY][ 3.9 65

133 rurtherHdevelopmentsHinHtheHlocalUorbitalHdensityUfunctionalUtheoryHtightUbindingHmethodVHPhysicali
ReviewiBTH2001THb]TH 3.3 222

132 mpplicationsHofHhigherHorderHcompositeHfactorizationHschemesHinHimaginaryHtimeHpathHintegralH
simulationsVHJournaliofiChemicaliPhysicsTH2001THYYaTHcd[ZUcd]Z 3.9 113

131 unterfacingHcontinuumHandHmolecularHdynamicsfHmnHapplicationHtoHlipidHbilayersVHJournaliofiChemicali
PhysicsTH2001THYY]THbeY[UbeZ] 3.9 48

130 mbHinitioHmolecularHdynamicsHsimulationHofHtheHouPYYXQâ��waterHinterfaceVHJournaliofiChemicaliPhysics
TH2001THYY]TH[Z]dU[Zac 3.9 69

129 ‘athHintegralHformulationHofHcentroidHdynamicsHforHsystemsHobeyingHnoseâ��qinsteinHstatisticsVH
JournaliofiChemicaliPhysicsTH2001THYYaTH]]d]U]]ea 3.9 27

128 ’uantumUmechanicalHreactionHrateHconstantsHfromHcentroidHmolecularHdynamicsHsimulationsVH
JournaliofiChemicaliPhysicsTH2001THYYaTHeZXeUeZZZ 3.9 81

127 mbHinitioHmolecularHdynamicsHsimulationHofHtheHmgPYYYQUwaterHinterfaceVHJournaliofiChemicaliPhysicsTH
2001THYYaTHcYebUcZXb 3.9 74

126 –heHformationHandHdynamicsHofHprotonHwiresHinHchannelHenvironmentsVHBiophysicaliJournalTH2001THdXTHYbeYUcXZ2.9 169

125
mbHinitioHmolecularHdynamicsfH‘ropagatingHtheHdensityHmatrixHwithHsaussianHorbitalsVHuuVH
seneralizationsHbasedHonHmassUweightingTHidempotencyTHenergyHconservationHandHchoiceHofHinitialH
conditionsVHJournaliofiChemicaliPhysicsTH2001THYYaTHYXZeY

3.9 320

124 mHyultistateHqmpiricalHValenceHnondHmpproachHtoHaH‘olarizableHandHrlexibleH×aterHyodelâ� VHJournali
ofiPhysicaliChemistryiBTH2001THYXaTHbbZdUbb[c 3.4 42
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123 mHyultiU”tateHqmpiricalHValenceHnondHyodelHforH×eakHmcidHpissociationHinHmqueousH”olutionâ� VH
JournaliofiPhysicaliChemistryiATH2001THYXaTHZdY]UZdZ[ 2.8 71

122 –heHisotopeHsubstitutionHeffectHonHtheHhydratedHprotonVHChemicaliPhysicsiLettersTH2000TH[ZeTH[bU]Y 2.5 39

121 oentroidHmolecularHdynamicsfHmHquantumHdynamicsHmethodHsuitableHforHtheHparallelHcomputerVH
ParalleliComputingTH2000THZbTHYXZaUYX]Y 1 16

120 mHmultiUstateHempiricalHvalenceHbondHmodelHforHacidâ��baseHchemistryHinHaqueousHsolutionVHChemicali
PhysicsTH2000THZadTHYdcUYee 2.3 44

119 yolecularHpynamicsHofHnondUnrakingHqlectronU–ransferH“eactionsHatHyetalUxiquidHunterfacesVH
CattechTH2000TH]THaYUaa

118 mHreynmanHpathHcentroidHdynamicsHapproachHforHtheHcomputationHofHtimeHcorrelationHfunctionsH
involvingHnonlinearHoperatorsVHJournaliofiChemicaliPhysicsTH2000THYY[THeYeUeZe 3.9 88

117 mHrelationshipHbetweenHcentroidHdynamicsHandHpathHintegralHquantumHtransitionHstateHtheoryVH
JournaliofiChemicaliPhysicsTH2000THYYZTHdc]cUdcac 3.9 52

116 –heHquantumHvibrationalHdynamicsHofHolâ��PtZ†QnHclustersVHJournaliofiChemicaliPhysicsTH2000THYY[THaYcY 3.9 33

115 ’uantumHmolecularHdynamicsHandHspectralHsimulationHofHaHboronHimpurityHinHsolidHparaUhydrogenVH
JournaliofiChemicaliPhysicsTH2000THYY[THeXceUeXde 3.9 29

114 ”elfUconsistentHharmonicHtheoryHofHsolvationHinHglassyHsystemsfH’uantumHsolvationVHJournaliofi
ChemicaliPhysicsTH2000THYYZTH[ZdXU[Zd] 3.9 3

113 qlectronicH”tructureHoalculationHofHtheH”tructuresHandHqnergiesHofHtheH–hreeH‘ureH‘olymorphicH
rormsHofHorystallineHtyéVHJournaliofiPhysicaliChemistryiBTH2000THYX]THYXXeUYXY[ 3.4 47

112 –heHyechanismHofHtydratedH‘rotonH–ransportHinH×aterVHJournaliofitheiAmericaniChemicaliSocietyTH
2000THYZZTHYZXZcUYZXZd 16.4 161

111 yodelingHtheHfreeHenergyHsurfacesHofHelectronHtransferHinHcondensedHphasesVHJournaliofiChemicali
PhysicsTH2000THYY[THa]Y[ 3.9 81

110 ”elfUconsistentHharmonicHtheoryHofHsolvationHinHglassyHsystemsfHolassicalHsolvationVHJournaliofi
ChemicaliPhysicsTH2000THYYZTH[ZbcU[Zce 3.9 2

109 “eorganizationH‘arametersHofHqlectronicH–ransitionsHinHqlectronicallyHpelocalizedH”ystemsVHYVH
ohargeH–ransferH“eactionsVHJournaliofiPhysicaliChemistryiATH2000THYX]THb]cXUb]d] 2.8 39

108 “eorganizationH‘arametersHofHqlectronicH–ransitionsHinHqlectronicallyHpelocalizedH”ystemsVHZVH
†pticalH”pectraVHJournaliofiPhysicaliChemistryiATH2000THYX]THb]daUb]e] 2.8 20

107 mbHunitioHoalculationsHofH“eactiveH‘athwaysHforH˛–U†ctahydroUYT[TaTcUtetranitroUYT[TaTcUtetrazocineH
P˛–UtyéQVHJournaliofiPhysicaliChemistryiATH2000THYX]THYY[d]UYY[de 2.8 73

106 †nHtheHreynmanHpathHcentroidHdensityHforHnoseUqinsteinHandHrermiUpiracHstatisticsVHJournaliofi
ChemicaliPhysicsTH1999THYYXTH[b]cU[baZ 3.9 41
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105 ‘athHintegralHcentroidHvariablesHandHtheHformulationHofHtheirHexactHrealHtimeHdynamicsVHJournaliofi
ChemicaliPhysicsTH1999THYYYTHZ[acUZ[cX 3.9 178

104 mHperturbationHtheoryHforHsolvationHthermodynamicsfHpipolarâ��quadrupolarHliquidsVHJournaliofi
ChemicaliPhysicsTH1999THYYYTH[b[XU[b[d 3.9 59

103 qxtensionHofHpathHintegralHquantumHtransitionHstateHtheoryHtoHtheHcaseHofHnonadiabaticHactivatedH
dynamicsVHJournaliofiChemicaliPhysicsTH1999THYYYTHZdbeUZdcc 3.9 27

102 –heHcomputerHsimulationHofHprotonHtransportHinHwaterVHJournaliofiChemicaliPhysicsTH1999THYYYTHe[bYUe[dY3.9 515

101 reynmanHpathHcentroidHdynamicsHforHrermiâ��piracHstatisticsVHJournaliofiChemicaliPhysicsTH1999THYYYTHa[X[Ua[Xa3.9 27

100 mHderivationHofHcentroidHmolecularHdynamicsHandHotherHapproximateHtimeHevolutionHmethodsHforH
pathHintegralHcentroidHvariablesVHJournaliofiChemicaliPhysicsTH1999THYYYTHZ[cYUZ[d] 3.9 230

99 mbHinitioHcentroidHmolecularHdynamicsfHaHfullyHquantumHmethodHforHcondensedUphaseHdynamicsH
simulationsVHChemicaliPhysicsiLettersTH1999TH[XXTHe[Ued 2.5 80

98 xargeUscaleHcomputerHsimulationHofHanHelectrochemicalHbondUbreakingHreactionVHChemicaliPhysicsi
LettersTH1999TH[XaTHe]UYXX 2.5 23

97 qlectrochemicalHnondUnreakingH“eactionsfHHmHoomparisonHofHxargeH”caleH”imulationH“esultsHwithH
mnalyticalH–heoryVHJournaliofiPhysicaliChemistryiBTH1999THYX[TH[]]ZU[]]d 3.4 39

96 mHrailureHofHoontinuumH–heoryfHH–emperatureHpependenceHofHtheH”olventH“eorganizationHqnergyHofH
qlectronH–ransferHinHtighlyH‘olarH”olventsVHJournaliofiPhysicaliChemistryiBTH1999THYX[THeY[XUeY]X 3.4 94

95 yolecularHdynamicsHofHsyntheticHleucineUserineHionHchannelsHinHaHphospholipidHmembraneVH
BiophysicaliJournalTH1999THccTHZ]XXUYX 2.9 48

94 mHyodificationHofH‘athHuntegralH’uantumH–ransitionH”tateH–heoryHforHmsymmetricHandHyetastableH
‘otentialsVHJournaliofiPhysicaliChemistryiATH1999THYX[THeaZcUea[d 2.8 16

93 mH–heoryHofHqlectronH–ransferHandH”teadyU”tateH†pticalH”pectraHofHohromophoresHwithHVaryingH
qlectronicH‘olarizabilityVHJournaliofiPhysicaliChemistryiATH1999THYX[THYXedYUYXeeZ 2.8 27

92 ’uantumHyolecularHpynamicsH”imulationsHofHxowU–emperatureHtighHqnergyHpensityHyatterfHH”olidH
pUtZWxiHandHpUtZWnVHJournaliofiPhysicaliChemistryiATH1999THYX[THeaYZUeaZX 2.8 13

91 ’uantumH‘ropertiesHofHtheHqxcessH‘rotonHinHxiquidH×aterVHIsraeliJournaliofiChemistryTH1999TH[eTH]d[U]eZ 3.4 41

90 “eactiveHrluxHoalculationsHofHyethylHVinylHwetoneH“eactingHwithHoyclopentadieneHinH×aterVHJournali
ofiPhysicaliChemistryiATH1999THYX[THeZaUe[Y 2.8 13

89 olassicalHandH’uantumH”imulationHofHqlectronH–ransferH–hroughHaH‘olypeptideVHJournaliofiPhysicali
ChemistryiBTH1999THYX[THc[bcUc[dZ 3.4 74

88 ’uantumHpynamicalH”imulationHofHtheHqnergyH“elaxationH“ateHofHtheHozUuonHinH×aterVHJournaliofi
PhysicaliChemistryiATH1999THYX[THYXZdeUYXZe[ 2.8 44
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87 “esponseHtoHâ��oommentHonHâ��”impleHreversibleHmolecularHdynamicsHalgorithmsHforHzosˆ'â��tooverH
chainHdynamicsâ��Hâ��H∕vVHohemVH‘hysVHYYXTH[bZ[HPYeeeQ]VHJournaliofiChemicaliPhysicsTH1999THYYXTH[bZbU[bZd 3.9 6

86 mHtheoryHforHadiabaticHbondHbreakingHelectronHtransferHreactionsHatHmetalHelectrodesVHChemicali
PhysicsiLettersTH1998THZdZTHYXXUYXb 2.5 62

85 ’uantumHandHclassicalHsimulationsHofHanHexcessHprotonHinHwaterVHZeitschriftiFuriElektrotechnikiUndi
ElektrochemieTH1998THYXZTHaZcUa[Z 8

84 ’uantumHtimeHcorrelationHfunctionsHandHclassicalHcoherenceVHChemicaliPhysicsTH1998THZ[[THZ][UZaa 2.3 61

83 yolecularHdynamicsHsimulationsHofHhumanHcarbonicHanhydraseHuufHunsightHintoHexperimentalHresultsH
andHtheHroleHofHsolvationVHProteins:iStructureviFunctioniandiBioinformaticsTH1998TH[[THYYeUY[] 4.2 56

82 usotopeHqffectsHinHqlectronH–ransferHacrossHtheHqlectrodeâ��qlectrolyteHunterfacefHHmHyeasureHofH
”olventHyodeH’uantizationVHJournaliofiPhysicaliChemistryiBTH1998THYXZTHdab[Udabd 3.4 18

81 ‘rotonH–ransferHinHtheHqnzymeHoarbonicHmnhydrasefHHmnHabHunitioH”tudyVHJournaliofitheiAmericani
ChemicaliSocietyTH1998THYZXTH]XXbU]XY] 16.4 138

80 yultistateHqmpiricalHValenceHnondHyodelHforH‘rotonH–ransportHinH×aterVHJournaliofiPhysicali
ChemistryiBTH1998THYXZTHaa]cUaaaY 3.4 376

79 qxactHexchangeHinHabHinitioHmolecularHdynamicsfHmnHefficientHplaneUwaveHbasedHalgorithmVHJournaliofi
ChemicaliPhysicsTH1998THYXdTH]becU]cXX 3.9 94

78 mHthreeUdimensionalHpotentialHenergyHsurfaceHforHdissociativeHadsorptionHandHassociativeH
desorptionHatHmetalHelectrodesVHJournaliofiChemicaliPhysicsTH1998THYXeTHYeeYUZXXY 3.9 35

77 reynmanHpathHcentroidHmethodsHforHcondensedHphaseHquantumHdynamicsH1998TH 2

76 –heHcomputerHsimulationHofHcorrelatedHelectronHtransferHacrossHtheHelectrodeWelectrolyteHinterfaceH
involvingHmultipleHredoxHspeciesVHJournaliofiChemicaliPhysicsTH1998THYXeTH]abeU]aca 3.9 8

75 –heHsemiclassicalHcalculationHofHnonadiabaticHtunnelingHratesVHJournaliofiChemicaliPhysicsTH1998TH
YXdTHYXaaUYXbZ 3.9 31

74 xithiumHimpurityHrecombinationHinHsolidHparaUhydrogenfHmHpathHintegralHquantumHtransitionHstateH
theoryHstudyVHJournaliofiChemicaliPhysicsTH1998THYXdTH]XedU]YXb 3.9 16

73 mHquantumHmodelHforHwaterfHqquilibriumHandHdynamicalHpropertiesVHJournaliofiChemicaliPhysicsTH
1997THYXbTHZ]XXUZ]YX 3.9 176

72 mHunifiedHframeworkHforHquantumHactivatedHrateHprocessesVHuuVH–heHnonadiabaticHlimitVHJournaliofi
ChemicaliPhysicsTH1997THYXbTHYcbeUYcce 3.9 59

71 mHfirstUprinciplesHsimulationHofHtheHsemiconductorWwaterHinterfaceVHJournaliofiChemicaliPhysicsTH
1997THYXbTHZdYYUZdYd 3.9 21

70 mHtheoryHforHelectronHtransferHacrossHtheHelectrodeWelectrolyteHinterfaceHinvolvingHmoreHthanHoneH
redoxHionVHJournaliofiChemicaliPhysicsTH1997THYXcTHde]XUdea] 3.9 23
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69 ’uantumHeffectsHandHtheHexcessHprotonHinHwaterVHJournaliofiChemicaliPhysicsTH1997THYXcTHc]ZdUc][Z 3.9 62

68 olassicalHandH’uantumH–ransitionH”tateH–heoryHforHtheHpiffusionHofHteliumHinH”ilicaH”odaliteVHJournali
ofiPhysicaliChemistryiBTH1997THYXYTH]eYUaX[ 3.4 30

67
‘otentialHqnergyH”urfacesHforHohemicalH“eactionsfHHmnHmnalyticalH“epresentationHfromHooarseH
srainedHpataHwithHanHmpplicationHtoH‘rotonH–ransferHinH×aterVHJournaliofiPhysicaliChemistryiBTH1997TH
YXYTH]a]]U]aaZ

3.4 26

66 ”impleHreversibleHmolecularHdynamicsHalgorithmsHforHzosˆ'â��tooverHchainHdynamicsVHJournaliofi
ChemicaliPhysicsTH1997THYXcTHeaY]UeaZb 3.9 81

65 –ransitionH”tateHpynamicsHandH“elaxationH‘rocessesHinH”olutionsfHHmHrrontierHofH‘hysicalHohemistryVH
TheiJournaliofiPhysicaliChemistryTH1996THYXXTHY[X[]UY[X]e 159

64 ”emiclassicalHapproximationsHtoHquantumHdynamicalHtimeHcorrelationHfunctionsVHJournaliofiChemicali
PhysicsTH1996THYX]THZc[UZda 3.9 73

63 –heHquantumHdynamicsHofHanHexcessHprotonHinHwaterVHJournaliofiChemicaliPhysicsTH1996THYX]THZXabUZXbe 3.9 314

62 mHnovelHmethodHforHsimulatingHquantumHdissipativeHsystemsVHJournaliofiChemicaliPhysicsTH1996THYX]TH]YdeU]Yec3.9 76

61 ‘seudopotentialsHforHcentroidHmolecularHdynamicsfHmpplicationHtoHselfUdiffusionHinHliquidH
paraUhydrogenVHChemicaliPhysicsiLettersTH1996THZ]eTHZ[YUZ[b 2.5 70

60 mHtheoryHforHtheHquantumHactivatedHrateHconstantHinHdissipativeHsystemsVHChemicaliPhysicsiLettersTH
1996THZbYTHYYYUYYb 2.5 4

59 typerUparallelHalgorithmsHforHcentroidHmolecularHdynamicsfHapplicationHtoHliquidHparaUhydrogenVH
ChemicaliPhysicsiLettersTH1996THZbZTH]YaU]ZX 2.5 54

58 VibrationalHenergyHrelaxationHdynamicsHofH”ktHstretchingHmodesHonHsteppedHtW”iPYYYQYxYHsurfacesVH
ChemicaliPhysicsTH1996THZXaTHYYUZZ 2.3 10

57 qlectronH–ransferHmcrossHtheHqlectrodeWqlectrolyteHunterfacefHHunfluenceHofH“edoxHuonHyobilityHandH
oounterionsVHTheiJournaliofiPhysicaliChemistryTH1996THYXXTHYXc]bUYXca[ 43

56 mHunifiedHframeworkHforHquantumHactivatedHrateHprocessesVHuVHseneralHtheoryVHJournaliofiChemicali
PhysicsTH1996THYXaTHbdabUbdcX 3.9 77

55 mHtheoryHforHadiabaticHelectronHtransferHprocessesHacrossHtheHsemiconductorWelectrolyteHinterfaceVH
JournaliofiChemicaliPhysicsTH1996THYX]THbYbdUbYd[ 3.9 40

54 VibrationalHenergyHrelaxationHdynamicsHofH”iktHstretchingHmodesHonHsteppedHtW”iPYYYQHYˆ�YH
surfacesVHChemicaliPhysicsTH1995THZXXTH[acU[bd 2.3 3

53 oalculationHofHsolventHfreeHenergiesHforHheterogeneousHelectronHtransferHatHtheHwaterâ��metalH
interfacefHolassicalHversusHquantumHbehaviorVHJournaliofiChemicaliPhysicsTH1995THYXZTHaZeUa[e 3.9 102

52 mHtheoryHforHtimeHcorrelationHfunctionsHinHliquidsVHJournaliofiChemicaliPhysicsTH1995THYX[TH]ZYYU]ZZX 3.9 33
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51 –heHcomputationHofHelectronHtransferHratesfH–heHnonadiabaticHinstantonHsolutionVHJournaliofi
ChemicaliPhysicsTH1995THYX[THY[eYUY[ee 3.9 46

50 “eactionUcoordinateUdependentHfrictionHinHclassicalHactivatedHbarrierHcrossingHdynamicsfH×henHitH
mattersHandHwhenHitHdoesnâ��tVHJournaliofiChemicaliPhysicsTH1995THYX[THYXYcbUYXYdZ 3.9 22

49 †nHtheHreynmanHpathHcentroidHdensityHasHaHphaseHspaceHdistributionHinHquantumHstatisticalH
mechanicsVHJournaliofiChemicaliPhysicsTH1995THYX[THaXYdUaXZb 3.9 15

48 yodelingHphysicalHsystemsHbyHeffectiveHharmonicHoscillatorsfH–heHoptimizedHquadraticH
approximationVHJournaliofiChemicaliPhysicsTH1995THYXZTH[[[cU[[]d 3.9 41

47 qffectHofHsolventHonHsemiconductorHsurfaceHelectronicHstatesfHmHfirstUprinciplesHstudyVHJournaliofi
ChemicaliPhysicsTH1995THYX[THcabeUcaca 3.9 12

46
–heHformulationHofHquantumHstatisticalHmechanicsHbasedHonHtheHreynmanHpathHcentroidHdensityVHuuuVH
‘haseHspaceHformalismHandHanalysisHofHcentroidHmolecularHdynamicsVHJournaliofiChemicaliPhysicsTH
1994THYXYTHbYacUbYbc

3.9 209

45 –heHformulationHofHquantumHstatisticalHmechanicsHbasedHonHtheHreynmanHpathHcentroidHdensityVHuVH
qquilibriumHpropertiesVHJournaliofiChemicaliPhysicsTH1994THYXXTHaXe[UaYXa 3.9 273

44 –heHformulationHofHquantumHstatisticalHmechanicsHbasedHonHtheHreynmanHpathHcentroidHdensityVHuuVH
pynamicalHpropertiesVHJournaliofiChemicaliPhysicsTH1994THYXXTHaYXbUaYYc 3.9 399

43 –heHformulationHofHquantumHstatisticalHmechanicsHbasedHonHtheHreynmanHpathHcentroidHdensityVHVVH
’uantumHinstantaneousHnormalHmodeHtheoryHofHliquidsVHJournaliofiChemicaliPhysicsTH1994THYXYTHbYd]UbYeZ3.9 107

42 oalculationHofHelectronHspinHresonanceHlinewidthsHforHhydrogenHatomHimpuritiesHinHsolidH
paraUhydrogenVHJournaliofiChemicaliPhysicsTH1994THYXXTHYcdaUYceb 3.9 18

41 mHtheoryHforHtheHactivatedHbarrierHcrossingHrateHconstantHinHsystemsHinfluencedHbyHspaceHandHtimeH
dependentHfrictionVHJournaliofiChemicaliPhysicsTH1994THYXYTHcdYYUcdZZ 3.9 65

40 rirstUprinciplesHmolecularHdynamicsHstudyHofHsurfaceHvibrationsHandHvibrationalHmodeHcouplingHonH
theHtW”iPYYYQYˆ�YHsurfaceVHJournaliofiChemicaliPhysicsTH1994THYXYTHYc[]UYc[c 3.9 19

39 mHsemiclassicalHreactiveHfluxHmethodHforHtheHcalculationHofHcondensedHphaseHactivatedHrateH
constantsVHChemicaliPhysicsTH1994THYdXTHYbcUYdX 2.3 5

38 –heHformulationHofHquantumHstatisticalHmechanicsHbasedHonHtheHreynmanHpathHcentroidHdensityVHuVVH
mlgorithmsHforHcentroidHmolecularHdynamicsVHJournaliofiChemicaliPhysicsTH1994THYXYTHbYbdUbYd[ 3.9 268

37 VibrationalHenergyHrelaxationHdynamicsHofHoâ��tHstretchingHmodesHonHtheHhydrogenUterminatedH
tWoPYYYQYˆ�YHsurfaceVHJournaliofiChemicaliPhysicsTH1994THYXXTH[Z]cU[ZaY 3.9 21

36 mHpathHintegralHstudyHofHelectronicHpolarizationHandHnonlinearHcouplingHeffectsHinHcondensedHphaseH
protonHtransferHreactionsVHJournaliofiChemicaliPhysicsTH1994THYXXTH[X[eU[X]c 3.9 76
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